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ABSTRACT

The computer system PASS provides simultaneous prediction of several hundreds of biological activity types for any drug-like compound. The prediction is based on the analysis of structure-activity relationships of the training set included more than 30000 known biologically active compounds. In this paper we investigate the influence on the accuracy of predicting the types of activity with PASS by a) reduction of the number of structures in the training set and b) reduction of the number of known activities in the training set. The compounds from the MDDR database are used to create heterogeneous training and evaluation sets. We demonstrate that predictions are robust despite the exclusion of up to 60% of information.

INTRODUCTION

Traditional QSAR and 3D molecular modeling are successful at predicting the biological activities for chemical structures, provided they work with small number of types of activity and usually stay in the same chemical series.1-5 Similarity searching6,7 and clustering methods7,8 can be used to separate compounds into structural groups9 and for the prediction of biological activities and compound selection10. In reality many biologically active compounds possess several types of activity. The computer system PASS (Prediction of Activity Spectra for Substances) 11-14 predicts simultaneously several hundreds of various biological activities. These are pharmacological effects, mechanisms of action, mutagenicity, carcinogenicity, teratogenicity and embryotoxicity. PASS prediction is based on the analysis of structure-activity relationships of the training set including a great number of non-congeneric compounds with different biological activities. PASS once trained is able to predict many types of activity for a new substance. The example of prediction for known cerebrotonic drug Cavinton (Vinpocetin) is shown in Table 1. Many types of activity known for this drug are predicted. Some new ones (Multiple sclerosis treatment, Antineoplastic enhancer, etc.) display the directions for further study of Cavinton.

We had a long-term experience with PASS applications to select probable biologically active substances from databases of available samples and to arrange the experimental testing of compounds under study. It was shown that the mean accuracy of prediction with PASS is about 86% in leave-one-out cross validation.14 PASS prediction accuracy exceeds more than 3 times the expert's guess-work for an independent set of 33 different compounds studied as pharmacological agents.15 Recently PASS was tested in blind mode by 9 scientists from 8 countries. The mean accuracy of prediction was shown to be 82.6%.16

The accuracy of PASS prediction depends on several factors12:

1.
Description of the chemical structure

2.
Description of the biological activity

3.
Mathematical methods

4.
Quality of the training set

4.1.
Activity data

4.2.
Structure data

5.
Errors in the data

Quality of the training set seems to be the most critical factor in PASS approach. Really, the training set includes various compounds, which are investigated on various types of activity. Information about each compound is taken into account to predict each type of activity. If a compound from the training set was not investigated on a given type of activity, it is considered as inactive. However, we can not be sure that all these compounds are really inactive. Therefore, there is the incompleteness of activity data in the training set. On the other hand, only part of known compounds is included into training set. This is incompleteness of structural data. Whether or not PASS is able to cope with such incomplete data in the training set and to give reasonable prediction for a new compound without retraining? Should be known the complete spectrum of activity for each compound in the training set, or a partial knowledge can also provide rather accurate prediction? 

The purpose of the present work is to determine how robust are the results of prediction depending on incompleteness of training set. We investigate the influence on the accuracy of predicting types of activity with PASS by a) reduction of the number of structures in the training set and b) reduction of the number of known activities in the training set. 

GENERAL DESCRIPTION OF PASS METHOD

Basic elements of PASS include: presentation of biological activity, description of chemical structure, training set of compounds, training procedure, prediction procedure. The current version of PASS differs essentially from the previous11.

Biological Activity. Biological activities in PASS are described qualitatively: presence or absence. List of activity types that have been ever found for each compound represents the biological activity data in the training set. This list for current version of PASS is available via Internet14.

Chemical Structure Description. In our paper published recently17 we described the substructure descriptors called "Multilevel Neighborhoods of Atoms" (MNA). MNA descriptors are based on structure representation, which does not specify the bond types and includes hydrogens according to valence and partial charge of atoms. MNA descriptors are generated as recursively defined sequence:

zero-level MNA descriptor for each atom is the mark A of the atom itself;

any next-level MNA descriptor for each atom is the substructure notation A(D1D2..Di…), where Di is the previous-level MNA descriptor for the i-th immediate neighbors of the atom.

This iterative process can be continued enclosing 2nd, 3rd, etc. neighborhoods of each atom. It is important to emphasize that the atom mark may include not only the atom type but also any additional information about the atom, for example, its belonging to cycle or chain. A structure of molecule is represented in PASS as a set of the 1st- and 2nd-level MNA descriptors. In 2nd-level MNA descriptors we use the mark "-" of belonging to a chain. Figure1 shows the structure and MNA descriptors of Cavinton. 

Structure equivalence is the important feature of PASS concept. The structures are considered as equivalent if they have the same molecular formulae and the same MNA descriptors set. Only unique structures are included into the training set. Since MNA descriptors do not represent the stereochemical peculiarities of a molecule, the compounds, which have only stereochemical differences in the structure, are formally considered as the equivalent.
Training Set. The prediction is based on the analysis of the training set of biologically active compounds. For each compound from the training set we store MNA descriptors and list of activity types. Every unique MNA descriptor is included into the descriptors dictionary. 

In current version of PASS the training set consists of about 35000 biologically active compounds compiled from scientific literature, in-house and commercial databases. The descriptor’s dictionary contains about 36000 of MNA descriptors. In different published sources biological activities are named by different terms. In PASS this information is represented in standard form that combines all biological activity data about equivalent compounds collected from many sources. The number of different types of activity exceeds 800, but many of them are represented by less than 3 compounds. Total "activity spectrum", i.e., the list of predictable types of biological activity, includes more than 500 items. 

In this work we use different sub-sets of compounds from MDDR database as  training sets. More detailed description of the training sets is given below.

Training Procedure. For every type of activity we generate the Structure-Activity Relationships in the following way. 
n is the total amount of compounds in the training set;

ni is the amount of compounds, containing MNA descriptor i;

nj is the amount of compounds, containing the type of activity j in activity spectrum;

nij is the amount of compounds, containing MNA descriptor i and the type of activity j;

For j-th type of activity we calculate the initial estimates tj for each compound in the training set. 

Each compound is excluded from the training set once, values n, ni, nj, nij are recalculated from the remaining compounds and the following values are calculated:

sj = Sin((i ArcSin(ri*(2*pij-1))/m),   s0j = Sin((i ArcSin(ri*(2*pj-1))/m),

tj = (1+(sj+s0j)/(1+sj*s0j))/2,

where the summation is taken over all MNA descriptors of a given compound and m is the total number of descriptors in it, ri = ni/(ni + 0.5/m) is the regulating factor, pj = nj/n is the estimation of the a priori probability of the type of activity j, pij = nij/ni is the estimation of conditional probability of the type of activity j for the MNA descriptor i. A priory probability pj estimates the chance to find a compound with type of activity j by random search. Conditional probability pij estimates the same chance under the condition that the search is done among the compounds containing the descriptor i.

Estimates tj for active compounds are sorted in ascending order; the estimates tj for inactive compounds are sorted in descending order. The conditional expectations Aj and Ij are calculated as 

Aj(F) = (p Pr(p-1, nj-1, F) tjp,

Ij(F) = (q Pr(q-1, n-nj-1, F) tjq,

where Pr(m, n, F) = CnmFm(1-F)n-m is the binomial distribution, Cnm = n!/m!(n-m)! is the binomial coefficient, p is an active compound and q is an inactive compound, F is in the range [0, 1]. It is clear that Aj(F) and Ij(F) are the calculated quantiles of the probability distributions of the initial estimates. Functions Aj(F) and Ij(F) together with values n, ni, nj, nij represent the SAR data for j-th type of activity. 


Prediction Procedure. To estimate the activity spectrum for a new compound (C) its MNA descriptors are generated. For each type of activity (j) the value of tjC is calculated. 

The probabilities of presence Paj and absence Pij of j-th activity type in the compound are calculated according to next equations:

Aj(Pa) = tjC;

Ij(Pi) = tjC,

In other words, Pa and Pi are the probabilities of belonging to the classes of active and inactive compounds, respectively. 


The result of prediction for a new compound is the activity spectrum, which is the ranked list of activity types with estimated Pa and Pi values. The ranking is executed on descending order of Pa-Pi; thus, more probable activity types are at the top of predicted spectrum. Compound is considered as active if Pa-Pi exceeds the cutoff value. By default we use cutoff of Pa-Pi=0, but any user may accept his own cutoff value, for example 0.5. Table 1 shows the top part of predicted activity spectrum for Cavinton.

Validation of Prediction Accuracy. To estimate the accuracy of prediction for evaluation set of compounds (i.e. set of compounds with known biological activity, not included into the training set) we use the next procedure. 

MNA descriptors are generated for each compound in the evaluation set. For jth type of activity tj value is calculated. To estimate the quality of prediction of jth type of activity we use the expression called the Independent Accuracy of Prediction:  

IAPj = N{ tjact> tjinact}/(nact*ninact)

where N{ tjact> tjinact} is the number of cases when tj for active compound is greater than tj for inactive compound, when all pairs of active and inactive compounds in the evaluation set are compared; nact and ninact are the numbers of active and inactive compounds in the evaluation set.

This criterion is defined as "independent" because it does not depend on any additional assumptions concerning the parent population and risk function.

DESIGN OF THE EXPERIMENT

Database used in this study. We use the compounds from MDDR18 (MDL Drug Data Report) as it is one of the largest collections of structures, which include information about biological activity. MDDR 97.2 from MDL Information Systems, Inc.18 contains the information about 87486 pharmacological agents compiled mainly from the patent literature. About 92% of them are under biological testing, 7% are drug candidates and about 1% of the compounds are registered drugs. Every compound in MDDR has one or several records in the field "activity class", indicating that compound is related to certain therapeutic area. However, not every one was really tested in experiments. Those substances, for which biological activity was studied in detail, have records in the field "Action", such as experimental data on activity, LD50, IC50, Ki, etc. 

We considered only those compounds, which have some records in the field "Action". These are called the principal compounds. For example, compound A-83094A is described in the field "activity class" as "Antibiotic" and in the field "Action" as "Pyrrole-ether antibiotic produced by Streptomyces setonii, active in vitro against Gram-positive bacteria as well as coccidia. LD50 =196.4 mg/kg i.p. and 630 mg/kg p.o. in mice". So it was included into our study. Compound MUREIDOMYCIN A contains the word "Antibiotic" in the field "activity class", and nothing in the field "Action". This compound was not used in our study.

Following this rule, we have prepared a subset from MDDR that includes 20561 principal compounds. 

Activities Considered in This Study. The types of activity were selected which represent specific pharmacological effects or molecular mechanisms of actions. Some unspecified terms, such as diagnostic agent, chemical delivery system, pharmacological tool, etc., were not considered. When synonyms encountered, the common term was chosen. Table 2 shows the examples of how the types of activity were constructed from terms used in MDDR. 


In this way a list of 517 types of activity was obtained. Since we planned to exclude a significant part of information from the training sets in frame of our experiment, only those types of activity were chosen for which more than 80 principal compounds were found in MDDR. Based on this criterion 124 types of activity were selected. The majority of them is represented by compounds of various chemical classes, but there are some activity categories in which the diversity is limited by compounds of the same chemical series (e.g. "Antibiotic Carbapenem-like", "Antibiotic Quinolone-like"). 

Descriptors Database. We exported the set of principal compounds as an SDFile containing only data on structures and activities. We excluded the entries, containing undetermined structures (monoclonal antibodies, vaccines, etc.), undefined R, X-groups, atoms with incorrect valencies or polypeptides (insulin, regulatory peptide, etc.). For each structure in the SDFile we build the MNA descriptors, which can also be called keys, and store them in a database called SARBase. In this way we generate about 30’000 descriptors and arrange them as a binary file in SARBase. The SARBase contains 18977 unique compounds with their activities.
Creation of the Training and Evaluation Sets. The set of compounds in SARBase was 50 times divided at random into two equal subsets. The first subset was used as the training set, the second one as the evaluation set and vice versa. So we prepared 100 pairs of the training and evaluation sets.

Cross-validation. We carried out the leave-one-out (LOO) procedure for each of 100 training sets of compounds. Every compound was consequently excluded from the set and its types of activity were predicted by PASS trained on the others compounds. Then the IAP value for each type of activity was calculated. 

Simulation of Incompleteness of Activity Data. The crucial question was how robust are the prediction results depending on the quality of the training set. In particular we wanted to evaluate how the accuracy of prediction with PASS is influenced by leaving out activity data for a number of compounds. The result is that some compounds have no activity data any more. The other ones, which had originally several types of activity, still have some activity data. We proposed the following experimental procedure.

(1) Train PASS using the initial training set and run the prediction for the evaluation set.

(2)  Exclude from the initial training set at random 20% of total number of activities.

(3)  Retrain PASS and run the prediction for the evaluation set again.

(4)  Repeat step 3 excluding 40, 60 and 80% of total number of activities from the initial training set. 

(5)  Compare the results of predictions, based on the training set with different degree of incompleteness of activity data. 

Simulation of Incompleteness of Structure Data. The purpose of this test was to evaluate how structural incompleteness of the training set influences the accuracy of predicting with PASS. For each of 100 pairs of the training and evaluation sets we carried out the experiment similar to the previous one, but leaving out structures instead of activities.

RESULTS AND DISCUSSION

Table 3 shows for each type of activity, the number of compounds in the whole set, average results of prediction for 100 evaluation sets, obtained by PASS trained on respective training sets, and the average IAPLOO calculated by LOO procedure for each training set. The last line of the table shows the mean value for IAP over all types of activity, IAPm.

The data in Table 3 are sorted in ascending order of IAP. The best results are obtained for the compounds with the following actions: Antibiotic Carbapenem-like (99.96%), Antibiotic Quinolone-like (99.94%), Antibiotic Macrolide-like (99.75%). The worst, but still satisfactory accuracy of prediction is observed for Anticerebroischemic (77.39%), Antiarthritic (77.74%), Septic shock treatment (79.89%) actions. 

In general, Table 3 demonstrates that mean IAP and IAPLOO values are very close to one another (91.95 and 91.70% respectively). That means that leave-one-out approach can be used to estimate the accuracy of prediction.

Influence of Incompleteness of Activity Data on the Quality of Prediction with PASS. Figure 2 shows how IAP values for each type of activity change depending on incompleteness of activity data in the training set. The x-axis plots the numbers of types of activity corresponding to Table 3.

As one can see from Figure 2, IAP values are decreased depending on incompleteness of activity data for the majority of activity types. In general, the decrease of IAP value is greater for those types of activity, which have a smaller initial value of IAP. For example, IAP value for activity “Diuretic” changes from 86.18 to 70.44 when the activity data in the training set are reduced from 100 to 20%, while IAP value for activity “Antibiotic beta Lactam-like” changes from 99.58 to 99.54. 

The minima in the graph are caused by removing data from the types of activity, which are originally represented by a small number of compounds. This fact must have a larger influence on the result of prediction. For example, there are only 86 compounds in the SARBase for activity “Squalene synthetase inhibitor”, No 110 in Table 3 and on the graph. The IAP value for “Squalene synthetase inhibitor” changes from 98.21% to 91.32%. 

Figure 3 shows the IAPm, mean value for IAP over all types of activity, versus percentage of activity data in the training set. The x-axis plots the relative number of types of activity in the training set, whilst the y-axis plots IAPm. The extreme right point on the graph shows the IAPm calculated for the initial training set. Moving from right to left across the graph corresponds to the reduction of the total number of activities in the training set and decrease in the mean prediction accuracy. However, even working with 40% of the available activities gives reasonably accurate predictions.

Influence of Structural Incompleteness on the Quality of Prediction with PASS. Figure 4 shows the change of IAP values for each type of activity depending on incompleteness of structure data in the training set. The x-axis plots the numbers of types of activity corresponding to Table 3.

The influence of structural incompleteness on the accuracy of prediction is similar to incompleteness of activity data. In general, the decrease of IAP value is greater if the initial value of IAP is smaller and the initial number of active compounds is less.

Figure 5 shows the IAPm depending on the number of compounds in the training set. The x-axis plots the relative number of compounds in the training set, whilst the y-axis plots IAPm. 

The effect of reducing the number of structures on the accuracy of prediction is very similar to reducing the activities. In this particular case, a reduction of 60% of the data still gives reasonably accurate predictions. Such similarity is probably caused by the fact that the majority of compounds in MDDR have only one type of activity. So exclusion of the activity and exclusion of the compound with this activity cause similar change of the total number of activities in the training set.

CONCLUSIONS

We have shown that for a large set of compounds, like principal compounds from MDDR, the accuracy of prediction by PASS is still excellent for many types of activity, even when up to 60% of the information is left out. It means that chemical descriptors, biological activity representation and mathematical methods used in PASS provide the robust approach to analyze SAR in large data sets.

The accuracy of prediction can be less if a new type of activity is encountered, that is not well represented in the training set. 

PASS, therefore, produces reasonably accurate results for many predictions without retraining the system for each special case. 
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Table 1. Some predicted biological activities for Cavinton. Pa and Pi are the probabilities of belonging to the classes of active and inactive compounds respectively. 
	No
	Pa
	Pi
	Activity
	Experiment

	1
	0.929
	0.004
	Peripheral vasodilator
	

	2
	0.900
	0.000
	Multiple sclerosis treatment
	

	3
	0.855
	0.005
	Vasodilator
	+

	4
	0.844
	0.003
	Abortion inducer
	+

	5
	0.812
	0.001
	Antineoplastic enhancer
	

	6
	0.760
	0.006
	Coronary vasodilator
	+

	7
	0.732
	0.007
	Spasmogenic
	

	8
	0.700
	0.036
	Antihypoxic
	+

	9
	0.650
	0.004
	Lipid peroxidase inhibitor
	+

	10
	0.648
	0.008
	Cognition disorders treatment
	+

	11
	0.656
	0.021
	Antiischemic
	+

	12
	0.577
	0.013
	Acute neurologic disorders treatment
	+

	13
	0.540
	0.039
	Spasmolytic
	+

	14
	0.519
	0.026
	Antianginal agent
	

	15
	0.486
	0.037
	Antihypertensive
	+

	16
	0.449
	0.035
	Antiarrhythmic
	+

	17
	0.432
	0.063
	Sympatholytic
	

	18
	0.438
	0.077
	Sedative
	+

	19
	0.500
	0.152
	Antiinflammatory, pancreatic
	

	20
	0.328
	0.020
	Antidepressant, Imipramin-like
	

	21
	0.300
	0.010
	Thrombolytic
	+

	22
	0.342
	0.075
	Psychotropic
	+

	23
	0.276
	0.023
	Alpha 2 adrenoreceptor antagonist
	+


Table 2. Examples of Activities Used in This Study

	Activity
	MDDR terms

	5 Hydroxytryptamine 1D agonist
	5 HT1D Agonist

	Alpha 2 adrenoreceptor antagonist
	Adrenergic (alpha2) Blocker

Adrenoceptor (alpha2) Antagonist

	Antibacterial
	Antibacterial, Topical

Antibacterial

	Antibiotic beta Lactam-like
	Monocyclic beta-Lactam

Lactam (beta) Enhancer

Lactam (beta) Antibiotic

	Benzodiazepine agonist
	Benzodiazepine

Benzodiazepine Agonist

	Choleretic
	Cholagogue

Choleretic

	Corneal wound healing stimulator
	Wound Healing Agent

Corneal Wound Healing Stimulator

	Male reproductive disfunction treatment
	Male Sexual Disorders, Agent for

Antiinfertility, Male

	Psychostimulant
	Stimulant, Central

Centrally Acting Agent

	Renal disease treatment
	CRF Antagonist

Renal Failure, Agent for

	Spasmolytic
	Spasmolytic

Antispastic

	Thyroid hormone agonist
	Thyromimetic

Thyroid Hormone


Table 3. Independent Accuracy of Prediction

	NN
	Activity
	Amount
	IAP, %
	IAPLOO, %

	1
	 Anticerebroischemic
	154
	77.39
	77.21

	2
	 Antiarthritic
	563
	77.74
	77.24

	3
	 Septic shock treatment
	157
	79.89
	79.91

	4
	 Irritable Bowel syndrome therapy
	107
	82.01
	81.32

	5
	 Immunomodulator
	626
	82.99
	82.71

	6
	 Vasodilator
	203
	83.13
	82.98

	7
	 Urinary incontinence treatment
	82
	83.72
	82.68

	8
	 Antipsoriatic
	276
	83.72
	83.66

	9
	 Antiinflammatory
	962
	83.76
	83.40

	10
	 Antiulcerative
	376
	83.95
	83.57

	11
	 Antianginal
	410
	84.13
	83.45

	12
	 Sedative
	85
	84.38
	83.72

	13
	 Dermatologic
	449
	84.43
	84.38

	14
	 Mediator release inhibitor
	112
	84.52
	84.25

	15
	 Acute neurologic disorders treatment
	610
	84.59
	83.60

	16
	 Spasmolytic
	106
	84.73
	82.93

	17
	 Analgesic, non-opioid
	407
	84.82
	84.39

	18
	 Antiosteoporotic
	109
	85.27
	85.25

	19
	 Antineoplastic enhancer
	81
	85.27
	84.33

	20
	 Cognition disorders treatment
	930
	85.49
	85.21

	21
	 Antiobesity
	114
	85.74
	85.28

	22
	 Reverse transcriptase inhibitor
	83
	85.86
	85.38

	23
	 Diuretic
	125
	86.18
	85.15

	24
	 Antiprotozoal
	166
	86.23
	85.58

	25
	 Lipid peroxidase inhibitor
	117
	86.26
	86.17

	26
	 Anticonvulsant
	380
	86.37
	85.74

	27
	 Immunostimulant
	109
	86.52
	86.29

	28
	 Ophthalmic drug
	229
	86.84
	86.80

	29
	 Antineoplastic
	2410
	86.94
	86.73

	30
	 Immunosuppressant
	276
	86.95
	86.62

	31
	 Antiallergic
	1164
	86.98
	86.73

	32
	 Cardiotonic
	779
	87.39
	87.01

	33
	 Antiparkinsonian
	171
	87.60
	87.04

	34
	 Antiviral
	598
	87.93
	87.94

	35
	 Analgesic
	577
	87.95
	87.59

	36
	 Bronchodilator
	320
	87.99
	87.21

	37
	 Calcium regulator
	94
	88.18
	88.04

	38
	 Tumour necrosis factor antagonist
	92
	88.34
	88.13

	39
	 Antidiabetic
	319
	88.42
	88.10

	40
	 Antidepressant
	549
	88.47
	88.24

	41
	 Platelet aggregation inhibitor
	783
	88.57
	88.31

	42
	 Anti-HIV
	693
	88.63
	88.46

	43
	 Antihelmintic
	108
	89.15
	89.12

	44
	 Antiglaucomic
	195
	89.56
	89.55

	45
	 Antihypertensive
	1894
	89.57
	89.29

	46
	 Gastric antisecretory
	311
	89.73
	89.50

	47
	 Phospholipase inhibitor
	118
	90.07
	88.98

	48
	 Protein kinase C inhibitor
	84
	90.12
	89.88

	49
	 Antiviral (AIDS)
	638
	90.23
	89.99

	50
	 Psychotropic
	1492
	90.39
	90.27

	51
	 Phospholipase A2 inhibitor
	113
	90.63
	89.52

	52
	 Antiarrhythmic
	373
	90.86
	90.37

	53
	 Anxiolytic
	710
	91.33
	91.09

	54
	 Antidiabetic symptomatic
	200
	91.33
	91.36

	55
	 Cyclooxygenase inhibitor
	125
	91.34
	91.50

	56
	 Chemoprotective
	236
	92.31
	92.38

	57
	 Antipsychotic
	597
	92.32
	92.11

	58
	 Prostate disorders treatment
	194
	92.38
	92.20

	59
	 Protease inhibitor
	127
	92.65
	92.83

	60
	 Antifungal
	469
	92.72
	92.46

	61
	 Leukotriene synthesis inhibitor
	115
	92.90
	93.10

	62
	 Hypolipemic
	812
	93.22
	93.11

	63
	 Antimigraine
	187
	93.39
	93.12

	64
	 Peristaltic stimulant
	127
	93.58
	93.82

	65
	 Acetylcholine agonist
	184
	93.84
	93.59

	66
	 Antiemphysemic
	117
	93.99
	93.74

	67
	 Alpha adrenoreceptor antagonist
	150
	94.10
	93.85

	68
	 Lipoxygenase inhibitor
	490
	94.21
	94.08

	69
	 Adrenalin antagonist
	200
	94.32
	94.11

	70
	 5 Hydroxytryptamine 1 antagonist
	88
	94.33
	94.18

	71
	 Endothelin antagonist
	134
	94.34
	94.40

	72
	 Calcium channel antagonist
	331
	94.34
	94.13

	73
	 NMDA antagonist
	247
	94.62
	93.82

	74
	 Elastase inhibitor
	127
	95.03
	94.98

	75
	 5 Hydroxytryptamine 2 antagonist
	133
	95.06
	94.97

	76
	 Alpha 1 adrenoreceptor antagonist
	87
	95.08
	94.81

	77
	 Antihistaminic
	137
	95.11
	94.94

	78
	 Thromboxane synthase inhibitor
	114
	95.16
	94.93

	79
	 Dopamine D2 antagonist
	99
	95.20
	95.08

	80
	 H+/K+-transporting ATPase inhibitor
	117
	95.20
	94.31

	81
	 Leukotriene antagonist
	372
	95.21
	95.26

	82
	 Antiemetic
	212
	95.59
	95.33

	83
	 Anticoagulant
	169
	95.73
	95.53

	84
	 Antiacne
	186
	95.85
	95.78

	85
	 Thromboxane antagonist
	238
	95.86
	95.70

	86
	 Aldose reductase inhibitor
	161
	95.88
	95.98

	87
	 Androgen antagonist
	87
	95.94
	95.79

	88
	 Antibacterial
	1473
	96.03
	95.89

	89
	 Phosphodiesterase inhibitor
	216
	96.04
	95.87

	90
	 5 Hydroxytryptamine antagonist
	473
	96.07
	95.97

	91
	 Platelet activating factor antagonist
	272
	96.23
	95.97

	92
	 Acetylcholinesterase inhibitor
	102
	96.39
	96.36

	93
	 Phosphodiesterase IV inhibitor
	128
	96.43
	96.08

	94
	 Thrombin inhibitor
	123
	96.57
	96.49

	95
	 Acetyl CoA transferase inhibitor
	232
	96.60
	96.42

	96
	 Dopamine antagonist
	204
	96.60
	96.49

	97
	 Analgesic, opioid
	169
	96.89
	96.67

	98
	 Antimitotic
	88
	96.94
	96.98

	99
	 5 Hydroxytryptamine agonist
	290
	97.17
	97.12

	100
	 Antimetabolite
	137
	97.19
	97.00

	101
	 Acetylcholine muscarinic agonist
	138
	97.23
	96.89

	102
	 5 Alpha reductase inhibitor
	141
	97.27
	97.37

	103
	 5 Hydroxytryptamine 1A agonist
	159
	97.37
	97.35

	104
	 Adrenalin agonist
	86
	97.49
	96.58

	105
	 5 Hydroxytryptamine 1 agonist
	250
	97.55
	97.51

	106
	 Substance P antagonist
	174
	97.93
	97.93

	107
	 Cholecystokinin antagonist
	156
	97.96
	97.95

	108
	 Antibiotic
	1301
	98.07
	98.05

	109
	 HIV-1 protease inhibitor
	152
	98.15
	98.05

	110
	 Squalene synthetase inhibitor
	86
	98.22
	98.11

	111
	 5 Hydroxytryptamine 3 antagonist
	203
	98.36
	98.33

	112
	 Aromatase inhibitor
	89
	98.41
	98.20

	113
	 GP IIb/IIIa antagonist
	209
	98.54
	98.52

	114
	 Potassium channel activator
	156
	98.69
	98.56

	115
	 Angiotensin converting enzyme inhibitor
	124
	98.72
	98.75

	116
	 Prostaglandin agonist
	94
	99.19
	99.19

	117
	 HMG CoA reductase inhibitor
	184
	99.25
	99.16

	118
	 Angiotensin II antagonist
	465
	99.44
	99.41

	119
	 Renin inhibitor
	218
	99.58
	99.56

	120
	 Antibiotic beta Lactam-like
	655
	99.58
	99.57

	121
	 Antibiotic Cephalosporin-like
	315
	99.65
	99.65

	122
	 Antibiotic Macrolide-like
	109
	99.75
	99.73

	123
	 Antibiotic Quinolone-like
	254
	99.94
	99.94

	124
	 Antibiotic Carbapenem-like
	162
	99.96
	99.97

	
	IAPm
	
	91.95
	91.70
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Figure 1. List of the MNA descriptors for Cavinton. MNA/1 and MNA/2 are descriptors of the 1st- and 2nd-level respectively.
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Figure 2. Influence of incompleteness of activity data in the training set on the accuracy of prediction. The legend shows the percentage of activity data in the training set. 
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Figure 3. Mean accuracy of prediction versus percentage of activity data in the training set.
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Figure 4. Influence of structural incompleteness of the training set on the accuracy of prediction. The legend shows the percentage of structures in the training set. 
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Figure 5. Mean accuracy of prediction versus percentage of compounds in the training set.
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		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   0.200

		Evaluating Set cut at   1.000

		AvIAP  0.86386

		SDIAP  0.08795

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		78.42672		83.02978		80.61671		Antineoplastic

		2		1894		81.98748		86.91017		84.48035		Antihypertensive

		3		1492		84.78822		88.06989		86.56422		Psychotropic

		4		1473		92.56974		95.93448		94.23801		Antibacterial

		5		1301		95.07505		97.9933		96.93851		Antibiotic

		6		1164		79.04959		84.04614		81.66891		Antiallergic

		7		962		73.76392		80.46393		76.65491		Antiinflammatory

		8		930		74.93351		81.83367		79.08762		Cognition disorders treatment

		9		812		85.29786		91.29489		88.65305		Hypolipemic

		10		783		79.95002		86.56688		83.71773		Platelet aggregation inhibitor

		11		779		74.75851		82.56134		79.61616		Cardiotonic

		12		710		83.41576		88.4294		86.09147		Anxiolytic

		13		693		76.90188		85.6176		81.20125		Anti-HIV

		14		655		99.04901		99.96493		99.5401		Antibiotic beta Lactam-like

		15		638		78.10094		87.14861		82.77433		Antiviral (AIDS)

		16		626		71.83993		81.50281		76.99046		Immunomodulator

		17		610		71.6584		79.98656		76.05781		Acute neurologic disorders treatment

		18		598		77.73973		86.81833		82.57995		Antiviral

		19		597		85.94398		91.29404		88.83421		Antipsychotic

		20		577		77.09302		84.37707		81.20327		Analgesic

		21		563		61.66816		73.22406		68.82034		Antiarthritic

		22		549		78.50153		85.42278		82.29592		Antidepressant

		23		490		86.86872		93.6308		90.29988		Lipoxygenase inhibitor

		24		473		90.42739		95.49581		93.57485		5 Hydroxytryptamine antagonist

		25		469		80.84132		92.04155		88.5266		Antifungal

		26		465		98.02651		99.66677		99.05534		Angiotensin II antagonist

		27		449		71.4981		81.99681		77.86166		Dermatologic

		28		410		71.48086		82.59296		76.66699		Antianginal

		29		407		72.32182		81.79701		76.9257		Analgesic, non-opioid

		30		380		70.14585		82.8611		76.23748		Anticonvulsant

		31		376		66.81375		81.00325		75.1692		Antiulcerative

		32		373		77.37221		88.15738		84.41877		Antiarrhythmic

		33		372		88.50979		95.9286		92.56709		Leukotriene antagonist

		34		331		88.34242		94.47417		91.54736		Calcium channel antagonist

		35		320		71.38373		86.06431		80.05373		Bronchodilator

		36		319		73.26177		86.74774		81.65572		Antidiabetic

		37		315		99.14821		99.98313		99.61774		Antibiotic Cephalosporin-like

		38		311		76.44336		89.40083		84.52441		Gastric antisecretory

		39		290		88.76179		97.14652		93.71315		5 Hydroxytryptamine agonist

		40		276		74.40667		86.39173		80.70975		Immunosuppressant

		41		276		68.29173		81.4328		75.91208		Antipsoriatic

		42		272		84.48803		95.9536		90.67257		Platelet activating factor antagonist

		43		254		99.82319		99.96688		99.90889		Antibiotic Quinolone-like

		44		250		81.43697		97.38923		94.59216		5 Hydroxytryptamine 1 agonist

		45		247		79.73397		93.37802		88.0342		NMDA antagonist

		46		238		87.1316		96.04936		93.15021		Thromboxane antagonist

		47		236		80.21041		93.49325		88.31083		Chemoprotective

		48		232		87.47598		96.98228		93.5755		Acetyl CoA transferase inhibitor

		49		229		69.37507		86.95901		78.49823		Ophthalmic drug

		50		218		98.30386		99.83764		99.29829		Renin inhibitor

		51		216		80.24877		95.71238		90.95429		Phosphodiesterase inhibitor

		52		212		87.51557		96.05972		92.61398		Antiemetic

		53		209		94.21891		98.86239		97.34215		GP IIb/IIIa antagonist

		54		204		85.75103		95.45265		92.09044		Dopamine antagonist

		55		203		93.20283		99.06322		96.82931		5 Hydroxytryptamine 3 antagonist

		56		203		64.79412		81.25104		72.34361		Vasodilator

		57		200		80.59534		92.53045		87.47666		Adrenalin antagonist

		58		200		69.50208		90.43492		83.67628		Antidiabetic symptomatic

		59		195		69.26782		91.24094		81.83018		Antiglaucomic

		60		194		79.17038		93.70758		86.72987		Prostate disorders treatment

		61		187		80.08379		93.85912		87.23934		Antimigraine

		62		186		84.63955		96.0247		91.3631		Antiacne

		63		184		95.90853		99.72337		98.33813		HMG CoA reductase inhibitor

		64		184		79.87559		94.94306		89.52681		Acetylcholine agonist

		65		174		84.72149		97.87197		94.47549		Substance P antagonist

		66		171		65.35625		84.13774		78.35887		Antiparkinsonian

		67		169		79.2179		96.08467		91.65379		Analgesic, opioid

		68		169		85.06554		95.84544		91.52918		Anticoagulant

		69		166		56.2764		86.59166		75.56427		Antiprotozoal

		70		162		99.58604		99.99243		99.89947		Antibiotic Carbapenem-like

		71		161		81.67065		96.0201		90.18481		Aldose reductase inhibitor

		72		159		88.2589		97.12599		93.94116		5 Hydroxytryptamine 1A agonist

		73		157		52.2926		79.3799		69.82162		Septic shock treatment

		74		156		91.71441		99.1478		96.4428		Potassium channel activator

		75		156		87.26208		98.84732		94.9442		Cholecystokinin antagonist

		76		154		56.2834		75.25735		67.31231		Anticerebroischemic

		77		152		86.71745		98.21754		95.11033		HIV-1 protease inhibitor

		78		150		76.89421		92.16431		86.57039		Alpha adrenoreceptor antagonist

		79		141		80.45677		99.37243		95.25232		5 Alpha reductase inhibitor

		80		138		87.33541		97.87459		94.40988		Acetylcholine muscarinic agonist

		81		137		90.5867		98.23275		94.94134		Antimetabolite

		82		137		84.24755		95.33322		91.2292		Antihistaminic

		83		134		68.85262		96.32974		89.6814		Endothelin antagonist

		84		133		84.46871		95.16015		91.17007		5 Hydroxytryptamine 2 antagonist

		85		128		86.49157		96.74318		92.81812		Phosphodiesterase IV inhibitor

		86		127		74.95615		93.68644		86.36693		Peristaltic stimulant

		87		127		73.34742		95.89651		87.77388		Elastase inhibitor

		88		127		81.07261		95.74317		89.65253		Protease inhibitor

		89		125		75.3051		91.00725		84.41917		Cyclooxygenase inhibitor

		90		125		55.91104		82.29243		70.44061		Diuretic

		91		124		93.60048		99.21036		97.54305		Angiotensin converting enzyme inhibitor

		92		123		89.88504		98.44402		94.66431		Thrombin inhibitor

		93		118		69.94426		91.81218		83.2107		Phospholipase inhibitor

		94		117		71.96652		96.49898		86.84214		Antiemphysemic

		95		117		85.71687		96.06285		91.74213		H+/K+-transporting ATPase inhibitor

		96		117		62.99441		85.99979		77.96938		Lipid peroxidase inhibitor

		97		115		77.82373		92.17122		86.38553		Leukotriene synthesis inhibitor

		98		114		82.85654		97.46192		91.42628		Thromboxane synthase inhibitor

		99		114		65.62909		88.4517		77.47102		Antiobesity

		100		113		62.98173		89.66056		82.42245		Phospholipase A2 inhibitor

		101		112		61.07793		84.63033		74.13873		Mediator release inhibitor

		102		109		98.74902		99.91246		99.51048		Antibiotic Macrolide-like

		103		109		65.84088		89.38975		80.64014		Immunostimulant

		104		109		56.08514		86.90733		73.69458		Antiosteoporotic

		105		108		75.27934		94.1034		83.82118		Antihelmintic

		106		107		50.70642		82.6004		70.31111		Irritable Bowel syndrome therapy

		107		106		60.77352		83.05992		73.43342		Spasmolytic

		108		102		74.27901		97.91824		91.14153		Acetylcholinesterase inhibitor

		109		99		80.17339		95.85772		88.77923		Dopamine D2 antagonist

		110		94		97.39507		99.90789		98.87597		Prostaglandin agonist

		111		94		61.07098		93.55623		82.38045		Calcium regulator

		112		92		63.1698		90.74683		80.19479		Tumour necrosis factor antagonist

		113		89		63.05115		98.93379		94.33686		Aromatase inhibitor

		114		88		80.99509		99.90839		95.75117		Antimitotic

		115		88		80.10895		95.77112		89.61239		5 Hydroxytryptamine 1 antagonist

		116		87		78.89242		98.53214		89.86529		Androgen antagonist

		117		87		77.39257		96.63799		89.38281		Alpha 1 adrenoreceptor antagonist

		118		86		85.02025		98.27231		94.53479		Adrenalin agonist

		119		86		75.73656		97.89826		91.32423		Squalene synthetase inhibitor

		120		85		56.45832		82.991		74.59393		Sedative

		121		84		66.09557		91.31753		81.67546		Protein kinase C inhibitor

		122		83		61.52278		88.43926		75.8505		Reverse transcriptase inhibitor

		123		82		56.85932		80.5513		71.13822		Urinary incontinence treatment

		124		81		49.26424		81.89189		70.88517		Antineoplastic enhancer

										86.3836401613
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		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   0.400

		Evaluating Set cut at   1.000

		AvIAP  0.89160

		SDIAP  0.07352

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		81.27283		85.3709		83.64907		Antineoplastic

		2		1894		85.06065		88.44988		86.90945		Antihypertensive

		3		1492		87.35136		90.22303		88.49664		Psychotropic

		4		1473		93.54915		96.24092		95.13492		Antibacterial

		5		1301		96.21148		98.38385		97.56792		Antibiotic

		6		1164		81.56136		86.40322		84.25299		Antiallergic

		7		962		77.52243		82.60191		79.89547		Antiinflammatory

		8		930		79.6896		84.51443		82.1321		Cognition disorders treatment

		9		812		88.27325		93.78331		91.24133		Hypolipemic

		10		783		83.5031		88.6647		85.88834		Platelet aggregation inhibitor

		11		779		79.76875		86.15758		83.32909		Cardiotonic

		12		710		85.80538		90.41095		88.6582		Anxiolytic

		13		693		80.50812		87.45669		84.39279		Anti-HIV

		14		655		99.16686		99.98156		99.5695		Antibiotic beta Lactam-like

		15		638		82.55838		89.12172		86.13002		Antiviral (AIDS)

		16		626		75.30494		83.61993		79.84495		Immunomodulator

		17		610		76.3312		83.99141		79.88506		Acute neurologic disorders treatment

		18		598		81.018		88.2783		84.80254		Antiviral

		19		597		87.74562		92.49505		90.55504		Antipsychotic

		20		577		80.31144		86.90275		84.41232		Analgesic

		21		563		67.99767		76.49773		72.65652		Antiarthritic

		22		549		82.82595		87.49281		85.30872		Antidepressant

		23		490		89.63515		94.15544		92.11802		Lipoxygenase inhibitor

		24		473		93.32923		96.66421		95.00946		5 Hydroxytryptamine antagonist

		25		469		85.92585		93.58571		90.72025		Antifungal

		26		465		98.51435		99.81619		99.28429		Angiotensin II antagonist

		27		449		76.1995		87.01605		81.15364		Dermatologic

		28		410		75.47015		84.07572		80.33414		Antianginal

		29		407		75.88106		83.48439		80.56279		Analgesic, non-opioid

		30		380		75.6963		84.74874		80.75532		Anticonvulsant

		31		376		74.87141		83.36325		79.27441		Antiulcerative

		32		373		83.54593		91.75883		87.74889		Antiarrhythmic

		33		372		91.96951		95.48721		93.99654		Leukotriene antagonist

		34		331		89.79864		96.67718		92.92736		Calcium channel antagonist

		35		320		79.82423		88.12408		83.86903		Bronchodilator

		36		319		78.98592		90.41146		84.50841		Antidiabetic

		37		315		99.17297		99.98032		99.62905		Antibiotic Cephalosporin-like

		38		311		82.4642		91.66261		87.29677		Gastric antisecretory

		39		290		93.66149		97.81985		95.79524		5 Hydroxytryptamine agonist

		40		276		76.06108		87.69294		83.44306		Immunosuppressant

		41		276		73.67566		85.60659		79.6966		Antipsoriatic

		42		272		88.43803		96.74049		93.63649		Platelet activating factor antagonist

		43		254		99.87777		99.9712		99.92882		Antibiotic Quinolone-like

		44		250		93.58937		97.97798		96.35588		5 Hydroxytryptamine 1 agonist

		45		247		85.75423		94.98444		91.17262		NMDA antagonist

		46		238		91.55726		97.18578		94.42125		Thromboxane antagonist

		47		236		84.62893		93.94839		90.41195		Chemoprotective

		48		232		89.62265		97.60234		95.18594		Acetyl CoA transferase inhibitor

		49		229		76.55879		89.40077		82.88863		Ophthalmic drug

		50		218		98.69068		99.89399		99.42004		Renin inhibitor

		51		216		89.82493		97.03325		93.80675		Phosphodiesterase inhibitor

		52		212		89.87588		96.94952		94.14963		Antiemetic

		53		209		96.41813		99.3179		98.00928		GP IIb/IIIa antagonist

		54		204		91.76257		96.57519		94.7173		Dopamine antagonist

		55		203		95.83851		99.22511		97.83199		5 Hydroxytryptamine 3 antagonist

		56		203		69.43753		84.87122		77.42786		Vasodilator

		57		200		85.91704		94.60365		90.922		Adrenalin antagonist

		58		200		81.25052		92.31506		87.65243		Antidiabetic symptomatic

		59		195		78.82387		92.78138		85.49355		Antiglaucomic

		60		194		81.09767		95.02869		89.97063		Prostate disorders treatment

		61		187		85.27476		94.64033		90.36459		Antimigraine

		62		186		86.68637		97.49836		93.8549		Antiacne

		63		184		96.12565		99.79653		98.81641		HMG CoA reductase inhibitor

		64		184		83.86148		95.70894		92.09604		Acetylcholine agonist

		65		174		91.80174		98.58796		96.31339		Substance P antagonist

		66		171		75.49983		87.56173		82.58362		Antiparkinsonian

		67		169		90.16969		97.80119		94.7914		Analgesic, opioid

		68		169		87.77623		97.96074		93.8119		Anticoagulant

		69		166		69.69165		88.67852		80.72649		Antiprotozoal

		70		162		99.57505		99.99182		99.92278		Antibiotic Carbapenem-like

		71		161		85.74708		97.0971		93.66372		Aldose reductase inhibitor

		72		159		92.64486		97.74775		95.94804		5 Hydroxytryptamine 1A agonist

		73		157		58.70281		83.50765		74.86102		Septic shock treatment

		74		156		91.71805		99.49231		97.89988		Potassium channel activator

		75		156		92.83262		99.14513		96.92398		Cholecystokinin antagonist

		76		154		65.46189		79.61545		71.57402		Anticerebroischemic

		77		152		90.15242		99.41548		96.69362		HIV-1 protease inhibitor

		78		150		81.88078		94.35688		90.24501		Alpha adrenoreceptor antagonist

		79		141		88.29392		98.8708		96.59696		5 Alpha reductase inhibitor

		80		138		90.07879		98.13151		96.11352		Acetylcholine muscarinic agonist

		81		137		93.3458		98.50116		96.01653		Antimetabolite

		82		137		87.53157		96.88945		93.04078		Antihistaminic

		83		134		82.62945		97.14602		92.67487		Endothelin antagonist

		84		133		85.26933		96.00554		93.04188		5 Hydroxytryptamine 2 antagonist

		85		128		88.35765		97.88802		94.19096		Phosphodiesterase IV inhibitor

		86		127		77.24809		96.04884		90.42233		Peristaltic stimulant

		87		127		82.53421		97.12511		92.43192		Elastase inhibitor

		88		127		85.94365		96.90236		91.42478		Protease inhibitor

		89		125		80.96426		93.53397		88.00236		Cyclooxygenase inhibitor

		90		125		65.32704		85.82652		77.09361		Diuretic

		91		124		96.69572		99.56853		98.27095		Angiotensin converting enzyme inhibitor

		92		123		89.70202		99.01084		95.25903		Thrombin inhibitor

		93		118		76.43997		91.63354		86.08468		Phospholipase inhibitor

		94		117		81.06894		97.0508		90.65381		Antiemphysemic

		95		117		87.42973		97.3727		93.11022		H+/K+-transporting ATPase inhibitor

		96		117		68.94573		88.39568		82.02502		Lipid peroxidase inhibitor

		97		115		82.15202		94.31973		89.74567		Leukotriene synthesis inhibitor

		98		114		87.70951		97.24805		93.70609		Thromboxane synthase inhibitor

		99		114		71.59745		89.60728		81.33058		Antiobesity

		100		113		77.50822		94.14753		86.21376		Phospholipase A2 inhibitor

		101		112		69.94413		87.84984		79.68356		Mediator release inhibitor

		102		109		99.04208		99.92348		99.59861		Antibiotic Macrolide-like

		103		109		77.01113		89.22805		83.4224		Immunostimulant

		104		109		59.6271		87.87066		80.64703		Antiosteoporotic

		105		108		75.57496		95.50397		85.97199		Antihelmintic

		106		107		65.35794		84.87034		75.98801		Irritable Bowel syndrome therapy

		107		106		66.37626		86.34001		78.41782		Spasmolytic

		108		102		87.39991		98.22922		94.43729		Acetylcholinesterase inhibitor

		109		99		84.01952		96.83007		92.35564		Dopamine D2 antagonist

		110		94		97.54717		99.85644		98.99287		Prostaglandin agonist

		111		94		62.82515		93.03598		85.73125		Calcium regulator

		112		92		68.51901		94.20954		83.63356		Tumour necrosis factor antagonist

		113		89		93.00799		99.60701		97.08809		Aromatase inhibitor

		114		88		91.2044		99.89837		96.49646		Antimitotic

		115		88		87.31658		96.50577		92.23238		5 Hydroxytryptamine 1 antagonist

		116		87		83.71251		98.605		93.43831		Androgen antagonist

		117		87		86.03996		97.13729		92.22948		Alpha 1 adrenoreceptor antagonist

		118		86		88.8177		98.85302		95.55774		Adrenalin agonist

		119		86		88.06664		99.0937		95.63468		Squalene synthetase inhibitor

		120		85		68.79975		86.64842		79.50526		Sedative

		121		84		72.10262		93.86881		85.40736		Protein kinase C inhibitor

		122		83		68.88676		88.80837		79.95573		Reverse transcriptase inhibitor

		123		82		65.64729		84.34683		77.05079		Urinary incontinence treatment

		124		81		65.58803		86.8971		77.63127		Antineoplastic enhancer

										89.1603870161





un124 ABBA actcut 3

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   0.600

		Evaluating Set cut at   1.000

		AvIAP  0.90520

		SDIAP  0.06586

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		83.07561		86.63369		85.2359		Antineoplastic

		2		1894		86.94118		89.68149		88.18242		Antihypertensive

		3		1492		88.06243		90.40785		89.35082		Psychotropic

		4		1473		94.24748		96.44275		95.63898		Antibacterial

		5		1301		97.02764		98.58067		97.81504		Antibiotic

		6		1164		83.89099		87.45373		85.494		Antiallergic

		7		962		77.55721		84.38066		81.79001		Antiinflammatory

		8		930		80.83895		86.21464		83.63285		Cognition disorders treatment

		9		812		90.26383		94.19361		92.29312		Hypolipemic

		10		783		84.43637		89.47935		87.17732		Platelet aggregation inhibitor

		11		779		82.72246		87.73067		85.21615		Cardiotonic

		12		710		87.82656		91.76378		90.03112		Anxiolytic

		13		693		82.54648		90.3716		86.30076		Anti-HIV

		14		655		99.05225		99.97657		99.57635		Antibiotic beta Lactam-like

		15		638		83.12491		91.0054		87.98701		Antiviral (AIDS)

		16		626		76.8692		84.27867		81.19997		Immunomodulator

		17		610		78.39718		85.69286		81.68209		Acute neurologic disorders treatment

		18		598		82.43824		89.9036		86.44138		Antiviral

		19		597		89.23494		92.84918		91.46279		Antipsychotic

		20		577		82.50188		89.40263		86.0781		Analgesic

		21		563		68.97836		78.41665		75.06252		Antiarthritic

		22		549		84.09869		88.61799		86.71654		Antidepressant

		23		490		90.19792		94.86491		93.17605		Lipoxygenase inhibitor

		24		473		93.52374		96.77844		95.53152		5 Hydroxytryptamine antagonist

		25		469		88.23456		94.37453		91.67711		Antifungal

		26		465		98.83598		99.9133		99.36769		Angiotensin II antagonist

		27		449		79.1634		87.26029		82.79634		Dermatologic

		28		410		78.59938		86.0983		82.32531		Antianginal

		29		407		78.48954		85.18375		82.5573		Analgesic, non-opioid

		30		380		79.5032		86.75909		83.50361		Anticonvulsant

		31		376		77.20076		85.42442		81.46418		Antiulcerative

		32		373		85.2176		92.27236		89.21627		Antiarrhythmic

		33		372		92.54075		96.48054		94.66271		Leukotriene antagonist

		34		331		90.56062		95.95771		93.57188		Calcium channel antagonist

		35		320		82.38951		89.33844		85.93138		Bronchodilator

		36		319		80.26325		91.16143		86.2684		Antidiabetic

		37		315		99.23499		99.98761		99.63409		Antibiotic Cephalosporin-like

		38		311		83.39863		91.76524		88.29462		Gastric antisecretory

		39		290		94.48963		97.84034		96.46909		5 Hydroxytryptamine agonist

		40		276		79.74284		89.32977		84.73088		Immunosuppressant

		41		276		76.67284		85.93071		81.52928		Antipsoriatic

		42		272		91.29519		97.5746		94.84129		Platelet activating factor antagonist

		43		254		99.88407		99.96873		99.93523		Antibiotic Quinolone-like

		44		250		94.95583		98.12841		97.00796		5 Hydroxytryptamine 1 agonist

		45		247		88.17182		97.45824		92.84979		NMDA antagonist

		46		238		91.88632		97.23521		95.174		Thromboxane antagonist

		47		236		87.04358		94.23489		91.33562		Chemoprotective

		48		232		89.65243		97.99095		95.74866		Acetyl CoA transferase inhibitor

		49		229		76.75027		90.55884		84.7953		Ophthalmic drug

		50		218		98.89043		99.90336		99.5049		Renin inhibitor

		51		216		90.88169		97.63082		94.87781		Phosphodiesterase inhibitor

		52		212		91.58801		97.82076		94.90991		Antiemetic

		53		209		96.96251		99.32463		98.25315		GP IIb/IIIa antagonist

		54		204		92.52358		97.60832		95.73619		Dopamine antagonist

		55		203		96.09619		99.49023		98.10555		5 Hydroxytryptamine 3 antagonist

		56		203		72.765		85.05419		80.13969		Vasodilator

		57		200		88.53797		95.97027		92.58349		Adrenalin antagonist

		58		200		80.493		94.53268		89.65491		Antidiabetic symptomatic

		59		195		82.88004		94.92499		87.9016		Antiglaucomic

		60		194		85.45033		96.04825		91.09975		Prostate disorders treatment

		61		187		86.28089		95.07609		91.8503		Antimigraine

		62		186		90.43886		98.10926		94.88324		Antiacne

		63		184		97.28583		99.83093		99.01343		HMG CoA reductase inhibitor

		64		184		89.27342		95.82234		93.13057		Acetylcholine agonist

		65		174		94.55488		99.17755		97.24031		Substance P antagonist

		66		171		78.34252		90.60851		84.9521		Antiparkinsonian

		67		169		92.67287		97.78417		95.93218		Analgesic, opioid

		68		169		86.71595		98.28721		94.82957		Anticoagulant

		69		166		73.23662		90.00226		83.6131		Antiprotozoal

		70		162		99.58661		99.99628		99.93298		Antibiotic Carbapenem-like

		71		161		88.88601		98.38484		94.85763		Aldose reductase inhibitor

		72		159		95.1373		98.35135		96.76794		5 Hydroxytryptamine 1A agonist

		73		157		66.18744		84.49421		76.92864		Septic shock treatment

		74		156		96.10287		99.6673		98.35345		Potassium channel activator

		75		156		92.71365		99.47343		97.44353		Cholecystokinin antagonist

		76		154		64.32152		81.57755		74.02249		Anticerebroischemic

		77		152		93.35854		99.21777		97.50053		HIV-1 protease inhibitor

		78		150		88.23811		95.33731		92.37006		Alpha adrenoreceptor antagonist

		79		141		93.30265		99.4536		96.90003		5 Alpha reductase inhibitor

		80		138		90.70342		98.45449		96.60842		Acetylcholine muscarinic agonist

		81		137		93.5575		99.06994		96.54374		Antimetabolite

		82		137		90.65885		97.87472		94.34091		Antihistaminic

		83		134		89.28664		97.93677		93.45699		Endothelin antagonist

		84		133		90.82386		97.03017		94.41743		5 Hydroxytryptamine 2 antagonist

		85		128		90.72232		98.43248		95.14711		Phosphodiesterase IV inhibitor

		86		127		81.55053		97.23132		92.41297		Peristaltic stimulant

		87		127		89.39319		97.80957		93.9179		Elastase inhibitor

		88		127		86.79039		96.94251		91.90622		Protease inhibitor

		89		125		84.72861		94.64532		89.90078		Cyclooxygenase inhibitor

		90		125		68.17879		86.36297		81.06936		Diuretic

		91		124		97.02936		99.54273		98.5116		Angiotensin converting enzyme inhibitor

		92		123		89.90438		99.12767		95.96964		Thrombin inhibitor

		93		118		80.6792		95.10745		88.03855		Phospholipase inhibitor

		94		117		86.38815		96.67023		92.53545		Antiemphysemic

		95		117		88.09178		97.57172		94.03918		H+/K+-transporting ATPase inhibitor

		96		117		75.71893		90.20938		83.5611		Lipid peroxidase inhibitor

		97		115		87.20667		95.3338		91.32006		Leukotriene synthesis inhibitor

		98		114		90.9976		97.08357		94.44106		Thromboxane synthase inhibitor

		99		114		74.36092		90.04722		83.48235		Antiobesity

		100		113		78.59189		96.16202		88.41293		Phospholipase A2 inhibitor

		101		112		72.50128		88.69293		82.25981		Mediator release inhibitor

		102		109		99.11628		99.93719		99.68607		Antibiotic Macrolide-like

		103		109		76.65677		92.93125		84.74383		Immunostimulant

		104		109		68.4386		89.03618		82.99863		Antiosteoporotic

		105		108		77.73139		93.6423		87.49789		Antihelmintic

		106		107		65.95556		86.95966		78.56522		Irritable Bowel syndrome therapy

		107		106		73.55816		88.08944		81.04156		Spasmolytic

		108		102		84.76236		99.09052		95.20568		Acetylcholinesterase inhibitor

		109		99		85.71987		97.12058		93.71039		Dopamine D2 antagonist

		110		94		97.63213		99.85538		99.05833		Prostaglandin agonist

		111		94		78.68202		93.7361		87.00149		Calcium regulator

		112		92		68.20428		94.53408		86.72092		Tumour necrosis factor antagonist

		113		89		93.53881		99.60725		97.89753		Aromatase inhibitor

		114		88		90.91826		99.91118		96.72189		Antimitotic

		115		88		87.9842		97.34854		93.39033		5 Hydroxytryptamine 1 antagonist

		116		87		86.85362		99.19719		94.83251		Androgen antagonist

		117		87		89.47612		97.54671		93.74317		Alpha 1 adrenoreceptor antagonist

		118		86		91.733		99.69828		96.46358		Adrenalin agonist

		119		86		90.20285		99.35687		96.73771		Squalene synthetase inhibitor

		120		85		72.44036		89.21054		82.09766		Sedative

		121		84		81.11647		96.35435		88.57347		Protein kinase C inhibitor

		122		83		72.76361		90.21048		82.3361		Reverse transcriptase inhibitor

		123		82		70.78481		88.0971		79.94216		Urinary incontinence treatment

		124		81		73.78966		88.26212		81.21906		Antineoplastic enhancer

										90.5203916935





un124 ABBA actcut 1

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   0.800

		Evaluating Set cut at   1.000

		AvIAP  0.91348

		SDIAP  0.06075

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		84.76564		87.67155		86.19831		Antineoplastic

		2		1894		87.47239		90.23769		89.04659		Antihypertensive

		3		1492		88.92109		90.95899		89.93828		Psychotropic

		4		1473		94.5636		96.70904		95.84984		Antibacterial

		5		1301		97.35249		98.62362		97.97628		Antibiotic

		6		1164		84.39746		88.14283		86.36195		Antiallergic

		7		962		80.0294		85.04491		82.90377		Antiinflammatory

		8		930		82.71556		86.82979		84.73997		Cognition disorders treatment

		9		812		91.22651		94.45778		92.80872		Hypolipemic

		10		783		85.67246		90.40111		87.98059		Platelet aggregation inhibitor

		11		779		83.59197		88.2026		86.44524		Cardiotonic

		12		710		89.14317		92.32883		90.77594		Anxiolytic

		13		693		84.36197		91.01292		87.57417		Anti-HIV

		14		655		99.15278		99.98303		99.57381		Antibiotic beta Lactam-like

		15		638		86.58323		91.64268		89.19923		Antiviral (AIDS)

		16		626		77.65883		85.23686		82.22828		Immunomodulator

		17		610		79.90282		87.46681		83.40401		Acute neurologic disorders treatment

		18		598		84.23539		90.30772		87.27695		Antiviral

		19		597		90.17422		93.66735		92.00584		Antipsychotic

		20		577		83.73145		89.06723		87.20322		Analgesic

		21		563		71.62333		79.71815		76.63602		Antiarthritic

		22		549		84.77246		89.97938		87.68128		Antidepressant

		23		490		91.13421		96.03121		93.75681		Lipoxygenase inhibitor

		24		473		94.39779		96.91201		95.86983		5 Hydroxytryptamine antagonist

		25		469		89.78631		94.64923		92.34966		Antifungal

		26		465		98.95414		99.88341		99.40584		Angiotensin II antagonist

		27		449		81.05109		87.59983		83.77693		Dermatologic

		28		410		79.65121		86.50507		83.33389		Antianginal

		29		407		79.46125		86.31558		83.81718		Analgesic, non-opioid

		30		380		81.37498		88.2296		85.24902		Anticonvulsant

		31		376		79.42217		85.77872		82.92568		Antiulcerative

		32		373		87.07031		92.87221		90.08769		Antiarrhythmic

		33		372		93.17019		96.49526		94.99168		Leukotriene antagonist

		34		331		91.45421		96.30427		93.9785		Calcium channel antagonist

		35		320		84.38852		90.18375		87.08791		Bronchodilator

		36		319		81.23219		91.59484		87.43509		Antidiabetic

		37		315		99.2471		99.9867		99.64357		Antibiotic Cephalosporin-like

		38		311		85.21864		92.24573		89.2042		Gastric antisecretory

		39		290		95.6006		98.14898		96.88717		5 Hydroxytryptamine agonist

		40		276		81.62568		89.9359		86.06839		Immunosuppressant

		41		276		78.56524		86.93612		82.86954		Antipsoriatic

		42		272		92.76021		97.73343		95.74463		Platelet activating factor antagonist

		43		254		99.89992		99.97079		99.93702		Antibiotic Quinolone-like

		44		250		94.90722		98.48861		97.33914		5 Hydroxytryptamine 1 agonist

		45		247		89.71937		96.57553		93.90044		NMDA antagonist

		46		238		93.38362		97.69248		95.69131		Thromboxane antagonist

		47		236		87.57651		95.50194		91.94785		Chemoprotective

		48		232		92.88891		98.31842		96.3605		Acetyl CoA transferase inhibitor

		49		229		81.63976		90.40838		86.00399		Ophthalmic drug

		50		218		98.9747		99.90271		99.55103		Renin inhibitor

		51		216		92.83308		98.00315		95.49547		Phosphodiesterase inhibitor

		52		212		91.71596		97.7891		95.29189		Antiemetic

		53		209		97.4589		99.46918		98.43411		GP IIb/IIIa antagonist

		54		204		94.19088		97.51982		96.28207		Dopamine antagonist

		55		203		96.71749		99.40225		98.27809		5 Hydroxytryptamine 3 antagonist

		56		203		74.42322		86.80064		81.7609		Vasodilator

		57		200		90.98513		97.06686		93.63915		Adrenalin antagonist

		58		200		84.02246		95.42443		90.57333		Antidiabetic symptomatic

		59		195		82.38531		93.39159		88.72038		Antiglaucomic

		60		194		86.68681		96.72168		92.04922		Prostate disorders treatment

		61		187		89.39178		95.83499		92.80391		Antimigraine

		62		186		92.71286		97.87229		95.39693		Antiacne

		63		184		97.13284		99.83968		99.18865		HMG CoA reductase inhibitor

		64		184		89.35738		96.56323		93.46429		Acetylcholine agonist

		65		174		95.5676		99.19495		97.62279		Substance P antagonist

		66		171		79.18532		90.66595		86.30338		Antiparkinsonian

		67		169		92.73019		98.20758		96.64302		Analgesic, opioid

		68		169		91.20232		98.6439		95.42458		Anticoagulant

		69		166		79.75065		91.44622		85.41611		Antiprotozoal

		70		162		99.66319		99.9972		99.95544		Antibiotic Carbapenem-like

		71		161		89.37092		98.27347		95.44051		Aldose reductase inhibitor

		72		159		95.49029		98.71341		97.14132		5 Hydroxytryptamine 1A agonist

		73		157		71.9371		85.18968		78.49856		Septic shock treatment

		74		156		97.22659		99.71207		98.57025		Potassium channel activator

		75		156		94.35437		99.46591		97.76469		Cholecystokinin antagonist

		76		154		69.03002		82.33085		75.99033		Anticerebroischemic

		77		152		95.55933		99.32497		97.90572		HIV-1 protease inhibitor

		78		150		90.06413		96.06913		93.38135		Alpha adrenoreceptor antagonist

		79		141		93.01329		99.44071		97.18551		5 Alpha reductase inhibitor

		80		138		90.87086		98.48228		96.98526		Acetylcholine muscarinic agonist

		81		137		93.94304		98.8349		96.8118		Antimetabolite

		82		137		91.33286		97.68316		94.67876		Antihistaminic

		83		134		90.04791		97.91052		93.91312		Endothelin antagonist

		84		133		90.67349		96.85006		94.74207		5 Hydroxytryptamine 2 antagonist

		85		128		91.81587		98.69925		96.05614		Phosphodiesterase IV inhibitor

		86		127		85.17622		97.65783		93.04787		Peristaltic stimulant

		87		127		89.90348		97.43365		94.6917		Elastase inhibitor

		88		127		87.25464		97.17304		92.27286		Protease inhibitor

		89		125		85.68217		95.53865		90.5165		Cyclooxygenase inhibitor

		90		125		76.94401		91.61484		83.95694		Diuretic

		91		124		97.27076		99.58904		98.62712		Angiotensin converting enzyme inhibitor

		92		123		89.09836		99.36228		96.28214		Thrombin inhibitor

		93		118		82.05021		96.67319		89.07447		Phospholipase inhibitor

		94		117		88.51188		98.08479		93.60159		Antiemphysemic

		95		117		88.73428		97.60985		94.71277		H+/K+-transporting ATPase inhibitor

		96		117		78.57302		93.31779		85.25926		Lipid peroxidase inhibitor

		97		115		87.95082		96.33619		92.05148		Leukotriene synthesis inhibitor

		98		114		90.82578		97.38218		94.91664		Thromboxane synthase inhibitor

		99		114		75.50489		91.5095		84.87077		Antiobesity

		100		113		81.93618		95.59053		89.50867		Phospholipase A2 inhibitor

		101		112		76.05172		90.89783		83.60339		Mediator release inhibitor

		102		109		99.1851		99.94284		99.7202		Antibiotic Macrolide-like

		103		109		78.62836		93.26369		85.87733		Immunostimulant

		104		109		76.98533		90.26573		84.44746		Antiosteoporotic

		105		108		77.84467		94.75517		88.41491		Antihelmintic

		106		107		71.70213		87.2664		80.76382		Irritable Bowel syndrome therapy

		107		106		74.23949		90.15007		83.21601		Spasmolytic

		108		102		91.9803		99.22235		96.05167		Acetylcholinesterase inhibitor

		109		99		91.15286		97.20834		94.62341		Dopamine D2 antagonist

		110		94		97.72391		99.88751		99.14091		Prostaglandin agonist

		111		94		80.47807		94.72363		87.49079		Calcium regulator

		112		92		70.5115		94.90131		87.57051		Tumour necrosis factor antagonist

		113		89		94.81188		99.63766		98.21287		Aromatase inhibitor

		114		88		91.74039		99.90394		96.79543		Antimitotic

		115		88		90.00143		97.44831		93.92178		5 Hydroxytryptamine 1 antagonist

		116		87		90.25655		99.40625		95.57579		Androgen antagonist

		117		87		88.80445		97.99693		94.48586		Alpha 1 adrenoreceptor antagonist

		118		86		93.14644		99.74897		96.97913		Adrenalin agonist

		119		86		93.05893		99.50558		97.73775		Squalene synthetase inhibitor

		120		85		74.71321		91.82879		83.36679		Sedative

		121		84		81.00352		96.76264		89.31115		Protein kinase C inhibitor

		122		83		73.35645		95.20771		84.16749		Reverse transcriptase inhibitor

		123		82		70.88761		87.40945		81.70695		Urinary incontinence treatment

		124		81		75.3678		93.36252		83.7863		Antineoplastic enhancer
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		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91947

		SDIAP  0.05690

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		85.47652		88.24651		86.94347		Antineoplastic

		2		1894		88.3994		90.65881		89.56893		Antihypertensive

		3		1492		89.28544		91.24252		90.39391		Psychotropic

		4		1473		94.62447		96.8099		96.03		Antibacterial

		5		1301		97.39303		98.7089		98.06618		Antibiotic

		6		1164		85.20213		88.61659		86.98351		Antiallergic

		7		962		80.33249		86.01831		83.76122		Antiinflammatory

		8		930		83.80668		87.56885		85.48759		Cognition disorders treatment

		9		812		91.90627		94.79762		93.22049		Hypolipemic

		10		783		86.0471		90.71013		88.57394		Platelet aggregation inhibitor

		11		779		85.54288		89.17335		87.39198		Cardiotonic

		12		710		89.44879		93.09552		91.32597		Anxiolytic

		13		693		85.75722		91.31173		88.63132		Anti-HIV

		14		655		99.12536		99.98402		99.58087		Antibiotic beta Lactam-like

		15		638		87.1589		92.73835		90.23475		Antiviral (AIDS)

		16		626		78.00752		85.98378		82.9936		Immunomodulator

		17		610		81.02738		87.94483		84.59392		Acute neurologic disorders treatment

		18		598		85.15569		90.3461		87.92718		Antiviral

		19		597		90.41835		93.76256		92.31964		Antipsychotic

		20		577		84.21091		89.96946		87.94532		Analgesic

		21		563		73.60393		80.60189		77.7364		Antiarthritic

		22		549		86.09934		90.49426		88.46751		Antidepressant

		23		490		91.39149		95.85295		94.20544		Lipoxygenase inhibitor

		24		473		94.58064		97.24675		96.06647		5 Hydroxytryptamine antagonist

		25		469		90.5834		95.24816		92.7233		Antifungal

		26		465		98.98565		99.90577		99.43597		Angiotensin II antagonist

		27		449		81.59093		88.0326		84.43097		Dermatologic

		28		410		80.49617		87.31227		84.12886		Antianginal

		29		407		80.41731		86.93346		84.82033		Analgesic, non-opioid

		30		380		82.63361		88.8575		86.37254		Anticonvulsant

		31		376		80.23707		87.54458		83.95496		Antiulcerative

		32		373		88.11004		93.32348		90.86315		Antiarrhythmic

		33		372		93.50554		96.51337		95.21004		Leukotriene antagonist

		34		331		92.13549		96.82202		94.34068		Calcium channel antagonist

		35		320		85.21054		90.30017		87.98611		Bronchodilator

		36		319		82.16345		92.84322		88.41854		Antidiabetic

		37		315		99.25181		99.99013		99.6472		Antibiotic Cephalosporin-like

		38		311		85.01371		92.51115		89.726		Gastric antisecretory

		39		290		96.06955		98.22736		97.17049		5 Hydroxytryptamine agonist

		40		276		83.15792		90.34047		86.9523		Immunosuppressant

		41		276		79.85967		87.77575		83.72495		Antipsoriatic

		42		272		93.33491		98.4087		96.23174		Platelet activating factor antagonist

		43		254		99.9076		99.97016		99.9407		Antibiotic Quinolone-like

		44		250		96.04784		98.57282		97.54941		5 Hydroxytryptamine 1 agonist

		45		247		90.19365		97.92659		94.6151		NMDA antagonist

		46		238		93.56033		97.83559		95.85577		Thromboxane antagonist

		47		236		88.02516		95.37972		92.30907		Chemoprotective

		48		232		93.97147		98.33816		96.59546		Acetyl CoA transferase inhibitor

		49		229		83.10419		91.62042		86.8355		Ophthalmic drug

		50		218		99.06772		99.91992		99.57561		Renin inhibitor

		51		216		94.1171		97.99781		96.0402		Phosphodiesterase inhibitor

		52		212		91.74003		97.96081		95.58818		Antiemetic

		53		209		97.60737		99.5193		98.53556		GP IIb/IIIa antagonist

		54		204		94.58155		97.80195		96.60046		Dopamine antagonist

		55		203		97.09737		99.49879		98.35522		5 Hydroxytryptamine 3 antagonist

		56		203		78.41212		88.09879		83.1305		Vasodilator

		57		200		91.44282		97.17177		94.32469		Adrenalin antagonist

		58		200		87.03989		95.72448		91.32883		Antidiabetic symptomatic

		59		195		85.26943		95.66951		89.56261		Antiglaucomic

		60		194		86.65236		96.57443		92.38482		Prostate disorders treatment

		61		187		89.28404		95.95493		93.38657		Antimigraine

		62		186		93.04655		98.17939		95.85345		Antiacne

		63		184		98.20013		99.84803		99.24601		HMG CoA reductase inhibitor

		64		184		90.39681		96.6778		93.84059		Acetylcholine agonist

		65		174		96.29253		99.52781		97.93209		Substance P antagonist

		66		171		79.66793		91.48042		87.59638		Antiparkinsonian

		67		169		93.33771		98.5276		96.88776		Analgesic, opioid

		68		169		93.457		98.79982		95.73306		Anticoagulant

		69		166		81.73171		90.89595		86.23431		Antiprotozoal

		70		162		99.73459		99.99668		99.96365		Antibiotic Carbapenem-like

		71		161		89.87376		98.51301		95.8821		Aldose reductase inhibitor

		72		159		95.69096		98.83931		97.37312		5 Hydroxytryptamine 1A agonist

		73		157		72.93009		85.65937		79.88884		Septic shock treatment

		74		156		97.49668		99.71207		98.68955		Potassium channel activator

		75		156		95.36244		99.427		97.9584		Cholecystokinin antagonist

		76		154		72.06591		83.56324		77.38647		Anticerebroischemic

		77		152		96.72253		99.31707		98.15237		HIV-1 protease inhibitor

		78		150		91.57291		96.84715		94.0975		Alpha adrenoreceptor antagonist

		79		141		93.44152		99.46862		97.27164		5 Alpha reductase inhibitor

		80		138		91.4254		98.4719		97.23375		Acetylcholine muscarinic agonist

		81		137		94.42644		98.85741		97.19479		Antimetabolite

		82		137		91.42532		98.33419		95.11105		Antihistaminic

		83		134		90.05533		97.77031		94.33586		Endothelin antagonist

		84		133		93.02535		97.11535		95.05734		5 Hydroxytryptamine 2 antagonist

		85		128		92.87837		98.83189		96.42902		Phosphodiesterase IV inhibitor

		86		127		85.05585		97.76844		93.57899		Peristaltic stimulant

		87		127		89.84655		98.19838		95.03193		Elastase inhibitor

		88		127		87.62218		97.19658		92.64551		Protease inhibitor

		89		125		86.34684		95.50098		91.34227		Cyclooxygenase inhibitor

		90		125		78.75786		92.36225		86.18313		Diuretic

		91		124		97.27773		99.60406		98.72376		Angiotensin converting enzyme inhibitor

		92		123		90.50525		99.30486		96.56644		Thrombin inhibitor

		93		118		82.54961		96.78394		90.0677		Phospholipase inhibitor

		94		117		88.61706		98.70432		93.99418		Antiemphysemic

		95		117		91.68783		97.4897		95.1992		H+/K+-transporting ATPase inhibitor

		96		117		78.89965		93.03795		86.26147		Lipid peroxidase inhibitor

		97		115		89.14779		96.57914		92.89608		Leukotriene synthesis inhibitor

		98		114		92.32596		97.52755		95.16405		Thromboxane synthase inhibitor

		99		114		77.5656		91.48595		85.73856		Antiobesity

		100		113		82.36394		96.67981		90.62559		Phospholipase A2 inhibitor

		101		112		78.66268		90.06262		84.51953		Mediator release inhibitor

		102		109		99.32769		99.93457		99.74733		Antibiotic Macrolide-like

		103		109		79.66192		93.39583		86.51784		Immunostimulant

		104		109		77.66683		90.60373		85.26803		Antiosteoporotic

		105		108		81.35266		95.50495		89.15074		Antihelmintic

		106		107		72.00322		87.37758		82.00866		Irritable Bowel syndrome therapy

		107		106		78.56321		90.54329		84.73463		Spasmolytic

		108		102		92.57618		99.3389		96.38725		Acetylcholinesterase inhibitor

		109		99		91.97901		97.56699		95.19732		Dopamine D2 antagonist

		110		94		98.04427		99.88916		99.19265		Prostaglandin agonist

		111		94		81.96967		94.15694		88.1806		Calcium regulator

		112		92		77.66639		94.34675		88.34377		Tumour necrosis factor antagonist

		113		89		96.54478		99.73034		98.40891		Aromatase inhibitor

		114		88		92.04232		99.8953		96.9435		Antimitotic

		115		88		91.13172		97.49444		94.33414		5 Hydroxytryptamine 1 antagonist

		116		87		90.54397		99.30093		95.94163		Androgen antagonist

		117		87		91.259		98.33508		95.07625		Alpha 1 adrenoreceptor antagonist

		118		86		94.67636		99.76542		97.4851		Adrenalin agonist

		119		86		92.61969		99.49647		98.21889		Squalene synthetase inhibitor

		120		85		76.91545		92.09417		84.37891		Sedative

		121		84		82.57381		97.16867		90.12203		Protein kinase C inhibitor

		122		83		74.45809		94.63892		85.85841		Reverse transcriptase inhibitor

		123		82		77.73333		88.46466		83.72396		Urinary incontinence treatment

		124		81		78.49459		92.39053		85.27279		Antineoplastic enhancer
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		77.38647		76.43546		74.20667		71.66154		67.29161

		77.7364		76.89073		75.27006		73.12781		69.13161

		79.88884		78.76614		76.75394		75.05444		70.41562

		82.00866		80.39059		78.3914		75.5439		70.00816

		82.9936		82.14509		81.27869		79.83745		77.11646

		83.1305		82.049		80.17106		77.61943		72.51264

		83.72396		82.97905		81.96455		80.51389		77.31668

		83.72495		82.94778		81.37826		79.56595		74.89097

		83.76122		83.29327		82.40607		80.56555		77.45941

		83.95496		82.96705		81.59801		79.76485		75.93942

		84.12886		83.36481		82.19048		79.11053		76.98088

		84.37891		82.73428		80.02403		76.42421		72.10414

		84.43097		83.1165		80.37802		77.32591		70.90806

		84.51953		83.37643		82.00974		79.60701		73.92194

		84.59392		83.34748		81.16026		78.58029		73.22652

		84.73463		83.69323		82.78764		80.97426		77.84142

		84.82033		83.62463		82.18227		80.17518		76.06123

		85.26803		84.02322		82.78184		80.93833		77.16987

		85.27279		84.55389		83.16936		80.45693		74.21841

		85.48759		84.5302		83.27169		81.46764		77.95914

		85.73856		84.87797		83.81541		82.46052		79.59846

		85.85841		83.94583		82.26186		80.30346		76.47752

		86.18313		83.80978		81.44087		77.74898		70.64777

		86.23431		85.4155		83.60098		81.68695		75.3243

		86.26147		85.19793		83.77924		80.93163		75.98882

		86.37254		86.00421		84.82776		83.64934		80.60641

		86.51784		85.41346		84.54857		82.3485		78.36532

		86.8355		85.99622		85.19044		83.48723		79.7742

		86.94347		86.5268		85.88657		84.71336		82.30051

		86.9523		86.48928		85.71734		84.55894		82.18586

		86.98351		86.19044		84.9949		83.20399		79.1389

		87.39198		86.57945		85.49924		83.66669		79.93806

		87.59638		86.68955		85.33012		82.73964		77.87008

		87.92718		87.0433		85.84888		83.79588		80.23045

		87.94532		87.20905		86.08943		84.87675		81.64484

		87.98611		87.46332		86.60353		85.13619		82.72729

		88.1806		87.66275		86.81067		85.97297		82.28201

		88.34377		87.80164		86.88324		85.2653		82.53789

		88.41854		87.6648		86.56449		85.11054		82.03755

		88.46751		87.73555		86.32229		84.75783		81.91334

		88.57394		88.05753		87.33818		86.14474		84.07956

		88.63132		87.95166		87.05195		84.98195		80.29859

		89.15074		88.65727		88.15319		86.62965		84.29694

		89.56261		89.12879		88.53249		87.4895		85.28682

		89.56893		88.71047		87.66342		85.51227		82.455

		89.726		88.83805		87.79707		85.92459		82.54468

		90.0677		89.34053		88.61083		87.38816		84.39908

		90.12203		89.21255		88.16759		86.19428		82.43966

		90.23475		89.39625		88.26357		86.74558		83.4845

		90.39391		90.02597		89.54436		88.6591		87.01144

		90.62559		89.97732		88.07201		85.62757		81.2427

		90.86315		90.20953		89.2142		87.66741		84.52703

		91.32597		90.90657		90.2634		89.02278		86.52815

		91.32883		90.77834		89.82826		88.12806		84.63602

		91.34227		91.02129		89.92721		87.91631		84.48999

		92.30907		91.94152		91.42162		90.71854		88.81596

		92.31964		92.06813		91.41998		90.00368		87.33097

		92.38482		92.174		91.68617		90.84593		88.62225

		92.64551		92.35213		91.81655		91.03038		89.47354

		92.7233		92.59558		92.06432		91.35904		89.88811

		92.89608		92.49158		91.54215		90.13564		86.17916

		93.22049		92.85934		92.29945		91.32798		89.31178

		93.38657		92.627		91.90535		90.50806		87.07268

		93.57899		93.0154		92.22202		90.46831		87.13193

		93.84059		93.36179		92.88253		92.34478		90.36362

		93.99418		93.24338		91.90248		90.44196		86.59786

		94.0975		93.65528		92.85413		91.58758		86.71062

		94.20544		93.81341		93.20559		92.13335		90.41105

		94.32469		93.59689		92.69136		91.00408		87.74218

		94.33414		94.03687		93.59689		93.04417		91.43225

		94.33586		94.02413		93.49894		92.83392		89.4612

		94.34068		94.08581		93.43095		92.19564		89.47732

		94.6151		93.8273		92.77647		91.50996		88.474

		95.03193		94.72467		94.27254		93.03735		91.0283

		95.05734		94.39201		93.69165		92.2609		88.7951

		95.07625		94.86345		94.59425		93.95502		91.40452

		95.11105		94.55816		93.96057		92.67523		89.38535

		95.16405		94.70129		94.26997		93.59019		91.37402

		95.19732		94.7032		93.93494		93.15012		91.58532

		95.1992		95.04323		94.69798		94.15588		93.00303

		95.21004		94.84461		93.92568		92.8889		88.87441

		95.58818		95.34225		94.76456		93.89379		91.62083

		95.73306		95.26602		95.00253		94.18043		92.38697

		95.85345		95.54941		95.18295		94.59004		93.1513

		95.85577		95.50127		94.94453		93.58437		89.82181

		95.8821		95.4968		95.07498		93.83247		90.70811

		95.94163		95.57819		94.96698		93.86987		90.85079

		96.03		95.55106		94.92896		93.47453		91.24736

		96.0402		95.86777		95.73337		95.40732		94.80422

		96.06647		95.82933		95.55869		95.07262		93.61865

		96.23174		95.87239		95.16029		93.87814		91.06454

		96.38725		95.90854		95.03842		94.53889		92.2525

		96.42902		96.21648		95.88121		95.42311		93.6121

		96.56644		96.02026		95.60258		94.51732		91.43764

		96.59546		96.35789		96.05882		95.52608		94.66092

		96.60046		96.37677		95.83557		94.69772		92.27929

		96.88776		96.33512		95.89612		95.1047		92.05963

		96.9435		96.87467		96.67419		96.40714		95.32338

		97.17049		96.92074		96.48		95.70856		93.63347

		97.19479		96.85986		96.45468		96.01382		94.89413

		97.23375		96.99443		96.69144		96.16385		94.2831

		97.27164		97.09717		96.7092		96.01154		93.94875

		97.37312		97.24713		97.13584		96.82803		95.42564

		97.4851		96.9521		96.30679		95.61606		94.55967

		97.54941		97.31416		96.95888		96.38095		94.55708

		97.93209		97.77531		97.51904		96.57803		95.33086

		97.9584		97.84821		97.49138		96.83534		94.73597

		98.06618		98.02091		97.9217		97.73985		97.29018

		98.15237		97.81731		97.3926		96.52328		94.90941

		98.21889		97.44492		96.65838		95.54108		90.75517

		98.35522		98.21983		97.74446		97.26797		94.94039

		98.40891		98.313		98.202		97.91976		96.84552

		98.53556		98.44378		98.34544		98.07889		97.32573

		98.68955		98.65622		98.56306		98.30774		97.62576

		98.72376		98.62611		98.39356		97.97075		96.6608

		99.19265		99.14452		99.05828		99.00937		98.77604

		99.24601		99.1312		99.10129		98.80531		98.40254

		99.43597		99.40472		99.35461		99.29814		99.14235

		99.57561		99.54279		99.52287		99.42604		99.32069

		99.58087		99.57613		99.57523		99.57768		99.56197

		99.6472		99.64545		99.64067		99.64217		99.63527

		99.74733		99.72816		99.68882		99.63302		99.53315

		99.9407		99.93877		99.93748		99.9333		99.92807

		99.96365		99.95409		99.94939		99.92863		99.90479
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Лист1

				Act T		Act T+E		Mol T

		100		0.91947		0.91947		0.91949				100		0.91949

		80		0.91348		0.91222		0.91398				80		0.91398

		60		0.9052		0.90242		0.90593				60		0.90593

		40		0.8916		0.88773		0.89328				40		0.89328

		20		0.86386		0.85855		0.8657				20		0.8657
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cut_act

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR								D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.								Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000								Training   Set cut at   1.000

		Evaluating Set cut at   1.000								Evaluating Set cut at   1.000

		AvIAP  0.91947								AvIAP  0.91947

		SDIAP  0.05690								SDIAP  0.05690

		No		Amount		Minimum IAP		Maximum IAP		No		Activity		Amount		Average IAP		Average IAPloo

		1		2410		85.47652		88.24651		1		Anticerebroischemic		154		77.38647		77.20904

		2		1894		88.3994		90.65881		2		Antiarthritic		563		77.7364		77.23738

		3		1492		89.28544		91.24252		3		Septic shock treatment		157		79.88884		79.91125

		4		1473		94.62447		96.8099		4		Irritable Bowel syndrome therapy		107		82.00866		81.32195

		5		1301		97.39303		98.7089		5		Immunomodulator		626		82.9936		82.70576

		6		1164		85.20213		88.61659		6		Vasodilator		203		83.1305		82.97736

		7		962		80.33249		86.01831		7		Urinary incontinence treatment		82		83.72396		82.67868

		8		930		83.80668		87.56885		8		Antipsoriatic		276		83.72495		83.65546

		9		812		91.90627		94.79762		9		Antiinflammatory		962		83.76122		83.39935

		10		783		86.0471		90.71013		10		Antiulcerative		376		83.95496		83.57129

		11		779		85.54288		89.17335		11		Antianginal		410		84.12886		83.4477

		12		710		89.44879		93.09552		12		Sedative		85		84.37891		83.72305

		13		693		85.75722		91.31173		13		Dermatologic		449		84.43097		84.37746

		14		655		99.12536		99.98402		14		Mediator release inhibitor		112		84.51953		84.25333

		15		638		87.1589		92.73835		15		Acute neurologic disorders treatment		610		84.59392		83.5969

		16		626		78.00752		85.98378		16		Spasmolytic		106		84.73463		82.92975

		17		610		81.02738		87.94483		17		Analgesic, non-opioid		407		84.82033		84.39249

		18		598		85.15569		90.3461		18		Antiosteoporotic		109		85.26803		85.25411

		19		597		90.41835		93.76256		19		Antineoplastic enhancer		81		85.27279		84.33327

		20		577		84.21091		89.96946		20		Cognition disorders treatment		930		85.48759		85.21117

		21		563		73.60393		80.60189		21		Antiobesity		114		85.73856		85.28168

		22		549		86.09934		90.49426		22		Reverse transcriptase inhibitor		83		85.85841		85.37917

		23		490		91.39149		95.85295		23		Diuretic		125		86.18313		85.14941

		24		473		94.58064		97.24675		24		Antiprotozoal		166		86.23431		85.57847

		25		469		90.5834		95.24816		25		Lipid peroxidase inhibitor		117		86.26147		86.17085

		26		465		98.98565		99.90577		26		Anticonvulsant		380		86.37254		85.7357

		27		449		81.59093		88.0326		27		Immunostimulant		109		86.51784		86.28756

		28		410		80.49617		87.31227		28		Ophthalmic drug		229		86.8355		86.79606

		29		407		80.41731		86.93346		29		Antineoplastic		2410		86.94347		86.72935

		30		380		82.63361		88.8575		30		Immunosuppressant		276		86.9523		86.61538

		31		376		80.23707		87.54458		31		Antiallergic		1164		86.98351		86.73077

		32		373		88.11004		93.32348		32		Cardiotonic		779		87.39198		87.01128

		33		372		93.50554		96.51337		33		Antiparkinsonian		171		87.59638		87.04237

		34		331		92.13549		96.82202		34		Antiviral		598		87.92718		87.94388

		35		320		85.21054		90.30017		35		Analgesic		577		87.94532		87.58519

		36		319		82.16345		92.84322		36		Bronchodilator		320		87.98611		87.20819

		37		315		99.25181		99.99013		37		Calcium regulator		94		88.1806		88.04288

		38		311		85.01371		92.51115		38		Tumour necrosis factor antagonist		92		88.34377		88.1348

		39		290		96.06955		98.22736		39		Antidiabetic		319		88.41854		88.09505

		40		276		83.15792		90.34047		40		Antidepressant		549		88.46751		88.2435

		41		276		79.85967		87.77575		41		Platelet aggregation inhibitor		783		88.57394		88.30963

		42		272		93.33491		98.4087		42		Anti-HIV		693		88.63132		88.45581

		43		254		99.9076		99.97016		43		Antihelmintic		108		89.15074		89.1228

		44		250		96.04784		98.57282		44		Antiglaucomic		195		89.56261		89.54794

		45		247		90.19365		97.92659		45		Antihypertensive		1894		89.56893		89.29336

		46		238		93.56033		97.83559		46		Gastric antisecretory		311		89.726		89.49926

		47		236		88.02516		95.37972		47		Phospholipase inhibitor		118		90.0677		88.97714

		48		232		93.97147		98.33816		48		Protein kinase C inhibitor		84		90.12203		89.8773

		49		229		83.10419		91.62042		49		Antiviral (AIDS)		638		90.23475		89.98647

		50		218		99.06772		99.91992		50		Psychotropic		1492		90.39391		90.26839

		51		216		94.1171		97.99781		51		Phospholipase A2 inhibitor		113		90.62559		89.51971

		52		212		91.74003		97.96081		52		Antiarrhythmic		373		90.86315		90.37128

		53		209		97.60737		99.5193		53		Anxiolytic		710		91.32597		91.08745

		54		204		94.58155		97.80195		54		Antidiabetic symptomatic		200		91.32883		91.35768

		55		203		97.09737		99.49879		55		Cyclooxygenase inhibitor		125		91.34227		91.50397

		56		203		78.41212		88.09879		56		Chemoprotective		236		92.30907		92.3803

		57		200		91.44282		97.17177		57		Antipsychotic		597		92.31964		92.10577

		58		200		87.03989		95.72448		58		Prostate disorders treatment		194		92.38482		92.20069

		59		195		85.26943		95.66951		59		Protease inhibitor		127		92.64551		92.82841

		60		194		86.65236		96.57443		60		Antifungal		469		92.7233		92.46316

		61		187		89.28404		95.95493		61		Leukotriene synthesis inhibitor		115		92.89608		93.10477

		62		186		93.04655		98.17939		62		Hypolipemic		812		93.22049		93.11385

		63		184		98.20013		99.84803		63		Antimigraine		187		93.38657		93.11556

		64		184		90.39681		96.6778		64		Peristaltic stimulant		127		93.57899		93.81857

		65		174		96.29253		99.52781		65		Acetylcholine agonist		184		93.84059		93.59194

		66		171		79.66793		91.48042		66		Antiemphysemic		117		93.99418		93.74461

		67		169		93.33771		98.5276		67		Alpha adrenoreceptor antagonist		150		94.0975		93.8536

		68		169		93.457		98.79982		68		Lipoxygenase inhibitor		490		94.20544		94.07986

		69		166		81.73171		90.89595		69		Adrenalin antagonist		200		94.32469		94.11217

		70		162		99.73459		99.99668		70		5 Hydroxytryptamine 1 antagonist		88		94.33414		94.17749

		71		161		89.87376		98.51301		71		Endothelin antagonist		134		94.33586		94.40372

		72		159		95.69096		98.83931		72		Calcium channel antagonist		331		94.34068		94.13018

		73		157		72.93009		85.65937		73		NMDA antagonist		247		94.6151		93.81756

		74		156		97.49668		99.71207		74		Elastase inhibitor		127		95.03193		94.98315

		75		156		95.36244		99.427		75		5 Hydroxytryptamine 2 antagonist		133		95.05734		94.96925

		76		154		72.06591		83.56324		76		Alpha 1 adrenoreceptor antagonist		87		95.07625		94.81202

		77		152		96.72253		99.31707		77		Antihistaminic		137		95.11105		94.94221

		78		150		91.57291		96.84715		78		Thromboxane synthase inhibitor		114		95.16405		94.92935

		79		141		93.44152		99.46862		79		Dopamine D2 antagonist		99		95.19732		95.07676

		80		138		91.4254		98.4719		80		H+/K+-transporting ATPase inhibitor		117		95.1992		94.30988

		81		137		94.42644		98.85741		81		Leukotriene antagonist		372		95.21004		95.26364

		82		137		91.42532		98.33419		82		Antiemetic		212		95.58818		95.33204

		83		134		90.05533		97.77031		83		Anticoagulant		169		95.73306		95.53101

		84		133		93.02535		97.11535		84		Antiacne		186		95.85345		95.77946

		85		128		92.87837		98.83189		85		Thromboxane antagonist		238		95.85577		95.70231

		86		127		85.05585		97.76844		86		Aldose reductase inhibitor		161		95.8821		95.97568

		87		127		89.84655		98.19838		87		Androgen antagonist		87		95.94163		95.79469

		88		127		87.62218		97.19658		88		Antibacterial		1473		96.03		95.89408

		89		125		86.34684		95.50098		89		Phosphodiesterase inhibitor		216		96.0402		95.8671

		90		125		78.75786		92.36225		90		5 Hydroxytryptamine antagonist		473		96.06647		95.96718

		91		124		97.27773		99.60406		91		Platelet activating factor antagonist		272		96.23174		95.96519

		92		123		90.50525		99.30486		92		Acetylcholinesterase inhibitor		102		96.38725		96.36131

		93		118		82.54961		96.78394		93		Phosphodiesterase IV inhibitor		128		96.42902		96.07863

		94		117		88.61706		98.70432		94		Thrombin inhibitor		123		96.56644		96.49402

		95		117		91.68783		97.4897		95		Acetyl CoA transferase inhibitor		232		96.59546		96.42226

		96		117		78.89965		93.03795		96		Dopamine antagonist		204		96.60046		96.48619

		97		115		89.14779		96.57914		97		Analgesic, opioid		169		96.88776		96.66705

		98		114		92.32596		97.52755		98		Antimitotic		88		96.9435		96.97842

		99		114		77.5656		91.48595		99		5 Hydroxytryptamine agonist		290		97.17049		97.12363

		100		113		82.36394		96.67981		100		Antimetabolite		137		97.19479		96.99521

		101		112		78.66268		90.06262		101		Acetylcholine muscarinic agonist		138		97.23375		96.88678

		102		109		99.32769		99.93457		102		5 Alpha reductase inhibitor		141		97.27164		97.37033

		103		109		79.66192		93.39583		103		5 Hydroxytryptamine 1A agonist		159		97.37312		97.34732

		104		109		77.66683		90.60373		104		Adrenalin agonist		86		97.4851		96.58385

		105		108		81.35266		95.50495		105		5 Hydroxytryptamine 1 agonist		250		97.54941		97.51233

		106		107		72.00322		87.37758		106		Substance P antagonist		174		97.93209		97.93285

		107		106		78.56321		90.54329		107		Cholecystokinin antagonist		156		97.9584		97.95457

		108		102		92.57618		99.3389		108		Antibiotic		1301		98.06618		98.05198

		109		99		91.97901		97.56699		109		HIV-1 protease inhibitor		152		98.15237		98.05138

		110		94		98.04427		99.88916		110		Squalene synthetase inhibitor		86		98.21889		98.10727

		111		94		81.96967		94.15694		111		5 Hydroxytryptamine 3 antagonist		203		98.35522		98.33266

		112		92		77.66639		94.34675		112		Aromatase inhibitor		89		98.40891		98.20354

		113		89		96.54478		99.73034		113		GP IIb/IIIa antagonist		209		98.53556		98.52287

		114		88		92.04232		99.8953		114		Potassium channel activator		156		98.68955		98.55983

		115		88		91.13172		97.49444		115		Angiotensin converting enzyme inhibitor		124		98.72376		98.75323

		116		87		90.54397		99.30093		116		Prostaglandin agonist		94		99.19265		99.19326

		117		87		91.259		98.33508		117		HMG CoA reductase inhibitor		184		99.24601		99.1554

		118		86		94.67636		99.76542		118		Angiotensin II antagonist		465		99.43597		99.40704

		119		86		92.61969		99.49647		119		Renin inhibitor		218		99.57561		99.55723

		120		85		76.91545		92.09417		120		Antibiotic beta Lactam-like		655		99.58087		99.56952

		121		84		82.57381		97.16867		121		Antibiotic Cephalosporin-like		315		99.6472		99.64506

		122		83		74.45809		94.63892		122		Antibiotic Macrolide-like		109		99.74733		99.72673

		123		82		77.73333		88.46466		123		Antibiotic Quinolone-like		254		99.9407		99.93839

		124		81		78.49459		92.39053		124		Antibiotic Carbapenem-like		162		99.96365		99.96656

																91.9474421774		91.7032289516





cut_comps

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP cross-validation 50 attempts.

		AvIAP  0.91703

		SDIAP  0.05809

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		85.8431		87.89176		86.72935		Antineoplastic

		2		1894		88.3462		90.34988		89.29336		Antihypertensive

		3		1492		89.53832		91.02085		90.26839		Psychotropic

		4		1473		95.12869		96.61359		95.89408		Antibacterial

		5		1301		97.46302		98.66523		98.05198		Antibiotic

		6		1164		85.09568		88.16883		86.73077		Antiallergic

		7		962		81.22613		85.89071		83.39935		Antiinflammatory

		8		930		83.34865		86.70922		85.21117		Cognition disorders treatment

		9		812		91.33357		94.38524		93.11385		Hypolipemic

		10		783		86.60048		90.29379		88.30963		Platelet aggregation inhibitor

		11		779		84.28263		89.83378		87.01128		Cardiotonic

		12		710		89.79717		92.45085		91.08745		Anxiolytic

		13		693		86.87195		90.38103		88.45581		Anti-HIV

		14		655		99.0571		99.97883		99.56952		Antibiotic beta Lactam-like

		15		638		88.01589		91.49313		89.98647		Antiviral (AIDS)

		16		626		80.10029		85.72905		82.70576		Immunomodulator

		17		610		80.38026		85.97915		83.5969		Acute neurologic disorders treatment

		18		598		85.10537		90.34495		87.94388		Antiviral

		19		597		90.74805		93.43724		92.10577		Antipsychotic

		20		577		85.44024		90.71935		87.58519		Analgesic

		21		563		73.96612		80.24412		77.23738		Antiarthritic

		22		549		85.11378		90.46052		88.2435		Antidepressant

		23		490		92.31544		95.32748		94.07986		Lipoxygenase inhibitor

		24		473		94.3019		97.21618		95.96718		5 Hydroxytryptamine antagonist

		25		469		90.73951		94.13423		92.46316		Antifungal

		26		465		98.9947		99.83941		99.40704		Angiotensin II antagonist

		27		449		81.80339		87.45785		84.37746		Dermatologic

		28		410		80.69113		85.98379		83.4477		Antianginal

		29		407		81.29314		87.30824		84.39249		Analgesic, non-opioid

		30		380		82.37923		88.73608		85.7357		Anticonvulsant

		31		376		80.2824		87.08268		83.57129		Antiulcerative

		32		373		87.59975		93.06738		90.37128		Antiarrhythmic

		33		372		93.83513		96.88054		95.26364		Leukotriene antagonist

		34		331		92.81933		95.59317		94.13018		Calcium channel antagonist

		35		320		84.03543		90.34186		87.20819		Bronchodilator

		36		319		84.61623		92.2313		88.09505		Antidiabetic

		37		315		99.23274		99.9755		99.64506		Antibiotic Cephalosporin-like

		38		311		86.73787		92.4599		89.49926		Gastric antisecretory

		39		290		96.3435		97.8966		97.12363		5 Hydroxytryptamine agonist

		40		276		81.86703		90.35227		86.61538		Immunosuppressant

		41		276		79.70864		88.00465		83.65546		Antipsoriatic

		42		272		94.26067		97.46386		95.96519		Platelet activating factor antagonist

		43		254		99.9103		99.9621		99.93839		Antibiotic Quinolone-like

		44		250		96.53891		98.41936		97.51233		5 Hydroxytryptamine 1 agonist

		45		247		90.31617		96.33357		93.81756		NMDA antagonist

		46		238		94.14855		97.22044		95.70231		Thromboxane antagonist

		47		236		88.95532		95.0153		92.3803		Chemoprotective

		48		232		94.41444		98.38722		96.42226		Acetyl CoA transferase inhibitor

		49		229		82.49806		91.49598		86.79606		Ophthalmic drug

		50		218		99.02416		99.92033		99.55723		Renin inhibitor

		51		216		93.74944		98.0022		95.8671		Phosphodiesterase inhibitor

		52		212		92.43838		97.39486		95.33204		Antiemetic

		53		209		97.52714		99.46118		98.52287		GP IIb/IIIa antagonist

		54		204		94.80669		97.62453		96.48619		Dopamine antagonist

		55		203		96.63541		99.33517		98.33266		5 Hydroxytryptamine 3 antagonist

		56		203		76.2459		87.97288		82.97736		Vasodilator

		57		200		92.10153		96.18025		94.11217		Adrenalin antagonist

		58		200		86.36402		95.40345		91.35768		Antidiabetic symptomatic

		59		195		86.40542		94.24723		89.54794		Antiglaucomic

		60		194		88.50189		95.32665		92.20069		Prostate disorders treatment

		61		187		90.28642		95.78808		93.11556		Antimigraine

		62		186		93.80299		97.89351		95.77946		Antiacne

		63		184		97.87768		99.77041		99.1554		HMG CoA reductase inhibitor

		64		184		91.06382		95.93083		93.59194		Acetylcholine agonist

		65		174		96.25334		99.07867		97.93285		Substance P antagonist

		66		171		81.78588		91.97313		87.04237		Antiparkinsonian

		67		169		94.57727		98.45318		96.66705		Analgesic, opioid

		68		169		92.85777		97.5346		95.53101		Anticoagulant

		69		166		80.86446		90.21739		85.57847		Antiprotozoal

		70		162		99.79551		99.9973		99.96656		Antibiotic Carbapenem-like

		71		161		92.68275		98.21776		95.97568		Aldose reductase inhibitor

		72		159		96.12201		98.56492		97.34732		5 Hydroxytryptamine 1A agonist

		73		157		74.19871		87.75484		79.91125		Septic shock treatment

		74		156		96.82927		99.56071		98.55983		Potassium channel activator

		75		156		96.18217		99.43415		97.95457		Cholecystokinin antagonist

		76		154		69.52763		83.01719		77.20904		Anticerebroischemic

		77		152		96.38598		99.25975		98.05138		HIV-1 protease inhibitor

		78		150		90.54388		96.37143		93.8536		Alpha adrenoreceptor antagonist

		79		141		95.55048		99.52512		97.37033		5 Alpha reductase inhibitor

		80		138		94.07174		98.44928		96.88678		Acetylcholine muscarinic agonist

		81		137		94.32867		98.62883		96.99521		Antimetabolite

		82		137		90.88644		97.66836		94.94221		Antihistaminic

		83		134		91.6319		97.60275		94.40372		Endothelin antagonist

		84		133		92.78386		96.69213		94.96925		5 Hydroxytryptamine 2 antagonist

		85		128		93.23038		98.55596		96.07863		Phosphodiesterase IV inhibitor

		86		127		88.36043		98.10486		93.81857		Peristaltic stimulant

		87		127		91.52491		98.48243		94.98315		Elastase inhibitor

		88		127		89.22585		97.02602		92.82841		Protease inhibitor

		89		125		87.39973		94.34533		91.50397		Cyclooxygenase inhibitor

		90		125		78.04353		91.95908		85.14941		Diuretic

		91		124		97.96381		99.37714		98.75323		Angiotensin converting enzyme inhibitor

		92		123		94.13205		98.42482		96.49402		Thrombin inhibitor

		93		118		82.95246		93.62279		88.97714		Phospholipase inhibitor

		94		117		87.48506		97.3121		93.74461		Antiemphysemic

		95		117		89.63864		98.75765		94.30988		H+/K+-transporting ATPase inhibitor

		96		117		80.27197		91.95496		86.17085		Lipid peroxidase inhibitor

		97		115		90.2835		96.5843		93.10477		Leukotriene synthesis inhibitor

		98		114		91.20792		98.50956		94.92935		Thromboxane synthase inhibitor

		99		114		77.9475		91.60298		85.28168		Antiobesity

		100		113		84.55104		93.83333		89.51971		Phospholipase A2 inhibitor

		101		112		76.94775		90.3573		84.25333		Mediator release inhibitor

		102		109		99.43278		99.94869		99.72673		Antibiotic Macrolide-like

		103		109		79.78547		92.29398		86.28756		Immunostimulant

		104		109		76.84883		93.2268		85.25411		Antiosteoporotic

		105		108		83.35007		93.90351		89.1228		Antihelmintic

		106		107		72.13309		90.06873		81.32195		Irritable Bowel syndrome therapy

		107		106		74.48314		89.67384		82.92975		Spasmolytic

		108		102		92.59345		99.64259		96.36131		Acetylcholinesterase inhibitor

		109		99		91.60731		97.00332		95.07676		Dopamine D2 antagonist

		110		94		98.03706		99.86365		99.19326		Prostaglandin agonist

		111		94		82.00448		94.11931		88.04288		Calcium regulator

		112		92		78.18885		95.92993		88.1348		Tumour necrosis factor antagonist

		113		89		96.4229		99.57958		98.20354		Aromatase inhibitor

		114		88		93.62684		99.93622		96.97842		Antimitotic

		115		88		88.14311		97.39882		94.17749		5 Hydroxytryptamine 1 antagonist

		116		87		91.82509		98.82215		95.79469		Androgen antagonist

		117		87		91.88069		98.24252		94.81202		Alpha 1 adrenoreceptor antagonist

		118		86		92.87521		99.56738		96.58385		Adrenalin agonist

		119		86		95.45075		99.65267		98.10727		Squalene synthetase inhibitor

		120		85		77.02239		89.68616		83.72305		Sedative

		121		84		83.70014		95.9184		89.8773		Protein kinase C inhibitor

		122		83		78.45297		92.93502		85.37917		Reverse transcriptase inhibitor

		123		82		70.76556		91.62583		82.67868		Urinary incontinence treatment

		124		81		76.31552		91.87046		84.33327		Antineoplastic enhancer





Лист3
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		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91947

		SDIAP  0.05690

		No		100		80		60		40		20

		1		77.38647		75.99033		74.02249		71.57402		67.31231

		2		77.7364		76.63602		75.06252		72.65652		68.82034

		3		79.88884		78.49856		76.92864		74.86102		69.82162

		4		82.00866		80.76382		78.56522		75.98801		70.31111

		5		82.9936		82.22828		81.19997		79.84495		76.99046

		6		83.1305		81.7609		80.13969		77.42786		72.34361

		7		83.72396		81.70695		79.94216		77.05079		71.13822

		8		83.72495		82.86954		81.52928		79.6966		75.91208

		9		83.76122		82.90377		81.79001		79.89547		76.65491

		10		83.95496		82.92568		81.46418		79.27441		75.1692

		11		84.12886		83.33389		82.32531		80.33414		76.66699

		12		84.37891		83.36679		82.09766		79.50526		74.59393

		13		84.43097		83.77693		82.79634		81.15364		77.86166

		14		84.51953		83.60339		82.25981		79.68356		74.13873

		15		84.59392		83.40401		81.68209		79.88506		76.05781

		16		84.73463		83.21601		81.04156		78.41782		73.43342

		17		84.82033		83.81718		82.5573		80.56279		76.9257

		18		85.26803		84.44746		82.99863		80.64703		73.69458

		19		85.27279		83.7863		81.21906		77.63127		70.88517

		20		85.48759		84.73997		83.63285		82.1321		79.08762

		21		85.73856		84.87077		83.48235		81.33058		77.47102

		22		85.85841		84.16749		82.3361		79.95573		75.8505

		23		86.18313		83.95694		81.06936		77.09361		70.44061

		24		86.23431		85.41611		83.6131		80.72649		75.56427

		25		86.26147		85.25926		83.5611		82.02502		77.96938

		26		86.37254		85.24902		83.50361		80.75532		76.23748

		27		86.51784		85.87733		84.74383		83.4224		80.64014

		28		86.8355		86.00399		84.7953		82.88863		78.49823

		29		86.94347		86.19831		85.2359		83.64907		80.61671

		30		86.9523		86.06839		84.73088		83.44306		80.70975

		31		86.98351		86.36195		85.494		84.25299		81.66891

		32		87.39198		86.44524		85.21615		83.32909		79.61616

		33		87.59638		86.30338		84.9521		82.58362		78.35887

		34		87.92718		87.27695		86.44138		84.80254		82.57995

		35		87.94532		87.20322		86.0781		84.41232		81.20327

		36		87.98611		87.08791		85.93138		83.86903		80.05373

		37		88.1806		87.49079		87.00149		85.73125		82.38045

		38		88.34377		87.57051		86.72092		83.63356		80.19479

		39		88.41854		87.43509		86.2684		84.50841		81.65572

		40		88.46751		87.68128		86.71654		85.30872		82.29592

		41		88.57394		87.98059		87.17732		85.88834		83.71773

		42		88.63132		87.57417		86.30076		84.39279		81.20125

		43		89.15074		88.41491		87.49789		85.97199		83.82118

		44		89.56261		88.72038		87.9016		85.49355		81.83018

		45		89.56893		89.04659		88.18242		86.90945		84.48035

		46		89.726		89.2042		88.29462		87.29677		84.52441

		47		90.0677		89.07447		88.03855		86.08468		83.2107

		48		90.12203		89.31115		88.57347		85.40736		81.67546

		49		90.23475		89.19923		87.98701		86.13002		82.77433

		50		90.39391		89.93828		89.35082		88.49664		86.56422

		51		90.62559		89.50867		88.41293		86.21376		82.42245

		52		90.86315		90.08769		89.21627		87.74889		84.41877

		53		91.32597		90.77594		90.03112		88.6582		86.09147

		54		91.32883		90.57333		89.65491		87.65243		83.67628

		55		91.34227		90.5165		89.90078		88.00236		84.41917

		56		92.30907		91.94785		91.33562		90.41195		88.31083

		57		92.31964		92.00584		91.46279		90.55504		88.83421

		58		92.38482		92.04922		91.09975		89.97063		86.72987

		59		92.64551		92.27286		91.90622		91.42478		89.65253

		60		92.7233		92.34966		91.67711		90.72025		88.5266

		61		92.89608		92.05148		91.32006		89.74567		86.38553

		62		93.22049		92.80872		92.29312		91.24133		88.65305

		63		93.38657		92.80391		91.8503		90.36459		87.23934

		64		93.57899		93.04787		92.41297		90.42233		86.36693

		65		93.84059		93.46429		93.13057		92.09604		89.52681

		66		93.99418		93.60159		92.53545		90.65381		86.84214

		67		94.0975		93.38135		92.37006		90.24501		86.57039

		68		94.20544		93.75681		93.17605		92.11802		90.29988

		69		94.32469		93.63915		92.58349		90.922		87.47666

		70		94.33414		93.92178		93.39033		92.23238		89.61239

		71		94.33586		93.91312		93.45699		92.67487		89.6814

		72		94.34068		93.9785		93.57188		92.92736		91.54736

		73		94.6151		93.90044		92.84979		91.17262		88.0342

		74		95.03193		94.6917		93.9179		92.43192		87.77388

		75		95.05734		94.74207		94.41743		93.04188		91.17007

		76		95.07625		94.48586		93.74317		92.22948		89.38281

		77		95.11105		94.67876		94.34091		93.04078		91.2292

		78		95.16405		94.91664		94.44106		93.70609		91.42628

		79		95.19732		94.62341		93.71039		92.35564		88.77923

		80		95.1992		94.71277		94.03918		93.11022		91.74213

		81		95.21004		94.99168		94.66271		93.99654		92.56709

		82		95.58818		95.29189		94.90991		94.14963		92.61398

		83		95.73306		95.42458		94.82957		93.8119		91.52918

		84		95.85345		95.39693		94.88324		93.8549		91.3631

		85		95.85577		95.69131		95.174		94.42125		93.15021

		86		95.8821		95.44051		94.85763		93.66372		90.18481

		87		95.94163		95.57579		94.83251		93.43831		89.86529

		88		96.03		95.84984		95.63898		95.13492		94.23801

		89		96.0402		95.49547		94.87781		93.80675		90.95429

		90		96.06647		95.86983		95.53152		95.00946		93.57485

		91		96.23174		95.74463		94.84129		93.63649		90.67257

		92		96.38725		96.05167		95.20568		94.43729		91.14153

		93		96.42902		96.05614		95.14711		94.19096		92.81812

		94		96.56644		96.28214		95.96964		95.25903		94.66431

		95		96.59546		96.3605		95.74866		95.18594		93.5755

		96		96.60046		96.28207		95.73619		94.7173		92.09044

		97		96.88776		96.64302		95.93218		94.7914		91.65379

		98		96.9435		96.79543		96.72189		96.49646		95.75117

		99		97.17049		96.88717		96.46909		95.79524		93.71315

		100		97.19479		96.8118		96.54374		96.01653		94.94134

		101		97.23375		96.98526		96.60842		96.11352		94.40988

		102		97.27164		97.18551		96.90003		96.59696		95.25232

		103		97.37312		97.14132		96.76794		95.94804		93.94116

		104		97.4851		96.97913		96.46358		95.55774		94.53479

		105		97.54941		97.33914		97.00796		96.35588		94.59216

		106		97.93209		97.62279		97.24031		96.31339		94.47549

		107		97.9584		97.76469		97.44353		96.92398		94.9442

		108		98.06618		97.97628		97.81504		97.56792		96.93851

		109		98.15237		97.90572		97.50053		96.69362		95.11033

		110		98.21889		97.73775		96.73771		95.63468		91.32423

		111		98.35522		98.27809		98.10555		97.83199		96.82931

		112		98.40891		98.21287		97.89753		97.08809		94.33686

		113		98.53556		98.43411		98.25315		98.00928		97.34215

		114		98.68955		98.57025		98.35345		97.89988		96.4428

		115		98.72376		98.62712		98.5116		98.27095		97.54305

		116		99.19265		99.14091		99.05833		98.99287		98.87597

		117		99.24601		99.18865		99.01343		98.81641		98.33813

		118		99.43597		99.40584		99.36769		99.28429		99.05534

		119		99.57561		99.55103		99.5049		99.42004		99.29829

		120		99.58087		99.57381		99.57635		99.5695		99.5401

		121		99.6472		99.64357		99.63409		99.62905		99.61774

		122		99.74733		99.7202		99.68607		99.59861		99.51048

		123		99.9407		99.93702		99.93523		99.92882		99.90889

		124		99.96365		99.95544		99.93298		99.92278		99.89947





Лист3

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0

		0		0		0		0		0



100

80

60

40

20

NN of activity

IAP, %



		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91947

		SDIAP  0.05690

		No		100		80		60		40		20

		1		77.38647		76.43546		74.20667		71.66154		67.29161

		2		77.7364		76.89073		75.27006		73.12781		69.13161

		3		79.88884		78.76614		76.75394		75.05444		70.41562

		4		82.00866		80.39059		78.3914		75.5439		70.00816

		5		82.9936		82.14509		81.27869		79.83745		77.11646

		6		83.1305		82.049		80.17106		77.61943		72.51264

		7		83.72396		82.97905		81.96455		80.51389		77.31668

		8		83.72495		82.94778		81.37826		79.56595		74.89097

		9		83.76122		83.29327		82.40607		80.56555		77.45941

		10		83.95496		82.96705		81.59801		79.76485		75.93942

		11		84.12886		83.36481		82.19048		79.11053		76.98088

		12		84.37891		82.73428		80.02403		76.42421		72.10414

		13		84.43097		83.1165		80.37802		77.32591		70.90806

		14		84.51953		83.37643		82.00974		79.60701		73.92194

		15		84.59392		83.34748		81.16026		78.58029		73.22652

		16		84.73463		83.69323		82.78764		80.97426		77.84142

		17		84.82033		83.62463		82.18227		80.17518		76.06123

		18		85.26803		84.02322		82.78184		80.93833		77.16987

		19		85.27279		84.55389		83.16936		80.45693		74.21841

		20		85.48759		84.5302		83.27169		81.46764		77.95914

		21		85.73856		84.87797		83.81541		82.46052		79.59846

		22		85.85841		83.94583		82.26186		80.30346		76.47752

		23		86.18313		83.80978		81.44087		77.74898		70.64777

		24		86.23431		85.4155		83.60098		81.68695		75.3243

		25		86.26147		85.19793		83.77924		80.93163		75.98882

		26		86.37254		86.00421		84.82776		83.64934		80.60641

		27		86.51784		85.41346		84.54857		82.3485		78.36532

		28		86.8355		85.99622		85.19044		83.48723		79.7742

		29		86.94347		86.5268		85.88657		84.71336		82.30051

		30		86.9523		86.48928		85.71734		84.55894		82.18586

		31		86.98351		86.19044		84.9949		83.20399		79.1389

		32		87.39198		86.57945		85.49924		83.66669		79.93806

		33		87.59638		86.68955		85.33012		82.73964		77.87008

		34		87.92718		87.0433		85.84888		83.79588		80.23045

		35		87.94532		87.20905		86.08943		84.87675		81.64484

		36		87.98611		87.46332		86.60353		85.13619		82.72729

		37		88.1806		87.66275		86.81067		85.97297		82.28201

		38		88.34377		87.80164		86.88324		85.2653		82.53789

		39		88.41854		87.6648		86.56449		85.11054		82.03755

		40		88.46751		87.73555		86.32229		84.75783		81.91334

		41		88.57394		88.05753		87.33818		86.14474		84.07956

		42		88.63132		87.95166		87.05195		84.98195		80.29859

		43		89.15074		88.65727		88.15319		86.62965		84.29694

		44		89.56261		89.12879		88.53249		87.4895		85.28682

		45		89.56893		88.71047		87.66342		85.51227		82.455

		46		89.726		88.83805		87.79707		85.92459		82.54468

		47		90.0677		89.34053		88.61083		87.38816		84.39908

		48		90.12203		89.21255		88.16759		86.19428		82.43966

		49		90.23475		89.39625		88.26357		86.74558		83.4845

		50		90.39391		90.02597		89.54436		88.6591		87.01144

		51		90.62559		89.97732		88.07201		85.62757		81.2427

		52		90.86315		90.20953		89.2142		87.66741		84.52703

		53		91.32597		90.90657		90.2634		89.02278		86.52815

		54		91.32883		90.77834		89.82826		88.12806		84.63602

		55		91.34227		91.02129		89.92721		87.91631		84.48999

		56		92.30907		91.94152		91.42162		90.71854		88.81596

		57		92.31964		92.06813		91.41998		90.00368		87.33097

		58		92.38482		92.174		91.68617		90.84593		88.62225

		59		92.64551		92.35213		91.81655		91.03038		89.47354

		60		92.7233		92.59558		92.06432		91.35904		89.88811

		61		92.89608		92.49158		91.54215		90.13564		86.17916

		62		93.22049		92.85934		92.29945		91.32798		89.31178

		63		93.38657		92.627		91.90535		90.50806		87.07268

		64		93.57899		93.0154		92.22202		90.46831		87.13193

		65		93.84059		93.36179		92.88253		92.34478		90.36362

		66		93.99418		93.24338		91.90248		90.44196		86.59786

		67		94.0975		93.65528		92.85413		91.58758		86.71062

		68		94.20544		93.81341		93.20559		92.13335		90.41105

		69		94.32469		93.59689		92.69136		91.00408		87.74218

		70		94.33414		94.03687		93.59689		93.04417		91.43225

		71		94.33586		94.02413		93.49894		92.83392		89.4612

		72		94.34068		94.08581		93.43095		92.19564		89.47732

		73		94.6151		93.8273		92.77647		91.50996		88.474

		74		95.03193		94.72467		94.27254		93.03735		91.0283

		75		95.05734		94.39201		93.69165		92.2609		88.7951

		76		95.07625		94.86345		94.59425		93.95502		91.40452

		77		95.11105		94.55816		93.96057		92.67523		89.38535

		78		95.16405		94.70129		94.26997		93.59019		91.37402

		79		95.19732		94.7032		93.93494		93.15012		91.58532

		80		95.1992		95.04323		94.69798		94.15588		93.00303

		81		95.21004		94.84461		93.92568		92.8889		88.87441

		82		95.58818		95.34225		94.76456		93.89379		91.62083

		83		95.73306		95.26602		95.00253		94.18043		92.38697

		84		95.85345		95.54941		95.18295		94.59004		93.1513

		85		95.85577		95.50127		94.94453		93.58437		89.82181

		86		95.8821		95.4968		95.07498		93.83247		90.70811

		87		95.94163		95.57819		94.96698		93.86987		90.85079

		88		96.03		95.55106		94.92896		93.47453		91.24736

		89		96.0402		95.86777		95.73337		95.40732		94.80422

		90		96.06647		95.82933		95.55869		95.07262		93.61865

		91		96.23174		95.87239		95.16029		93.87814		91.06454

		92		96.38725		95.90854		95.03842		94.53889		92.2525

		93		96.42902		96.21648		95.88121		95.42311		93.6121

		94		96.56644		96.02026		95.60258		94.51732		91.43764

		95		96.59546		96.35789		96.05882		95.52608		94.66092

		96		96.60046		96.37677		95.83557		94.69772		92.27929

		97		96.88776		96.33512		95.89612		95.1047		92.05963

		98		96.9435		96.87467		96.67419		96.40714		95.32338

		99		97.17049		96.92074		96.48		95.70856		93.63347

		100		97.19479		96.85986		96.45468		96.01382		94.89413

		101		97.23375		96.99443		96.69144		96.16385		94.2831

		102		97.27164		97.09717		96.7092		96.01154		93.94875

		103		97.37312		97.24713		97.13584		96.82803		95.42564

		104		97.4851		96.9521		96.30679		95.61606		94.55967

		105		97.54941		97.31416		96.95888		96.38095		94.55708

		106		97.93209		97.77531		97.51904		96.57803		95.33086

		107		97.9584		97.84821		97.49138		96.83534		94.73597

		108		98.06618		98.02091		97.9217		97.73985		97.29018

		109		98.15237		97.81731		97.3926		96.52328		94.90941

		110		98.21889		97.44492		96.65838		95.54108		90.75517

		111		98.35522		98.21983		97.74446		97.26797		94.94039

		112		98.40891		98.313		98.202		97.91976		96.84552

		113		98.53556		98.44378		98.34544		98.07889		97.32573

		114		98.68955		98.65622		98.56306		98.30774		97.62576

		115		98.72376		98.62611		98.39356		97.97075		96.6608

		116		99.19265		99.14452		99.05828		99.00937		98.77604

		117		99.24601		99.1312		99.10129		98.80531		98.40254

		118		99.43597		99.40472		99.35461		99.29814		99.14235

		119		99.57561		99.54279		99.52287		99.42604		99.32069

		120		99.58087		99.57613		99.57523		99.57768		99.56197

		121		99.6472		99.64545		99.64067		99.64217		99.63527

		122		99.74733		99.72816		99.68882		99.63302		99.53315

		123		99.9407		99.93877		99.93748		99.9333		99.92807

		124		99.96365		99.95409		99.94939		99.92863		99.90479
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Диаграмма3

		77.38647		75.99033		74.02249		71.57402		67.31231

		77.7364		76.63602		75.06252		72.65652		68.82034

		79.88884		78.49856		76.92864		74.86102		69.82162

		82.00866		80.76382		78.56522		75.98801		70.31111

		82.9936		82.22828		81.19997		79.84495		76.99046

		83.1305		81.7609		80.13969		77.42786		72.34361

		83.72396		81.70695		79.94216		77.05079		71.13822

		83.72495		82.86954		81.52928		79.6966		75.91208

		83.76122		82.90377		81.79001		79.89547		76.65491

		83.95496		82.92568		81.46418		79.27441		75.1692

		84.12886		83.33389		82.32531		80.33414		76.66699

		84.37891		83.36679		82.09766		79.50526		74.59393

		84.43097		83.77693		82.79634		81.15364		77.86166

		84.51953		83.60339		82.25981		79.68356		74.13873

		84.59392		83.40401		81.68209		79.88506		76.05781

		84.73463		83.21601		81.04156		78.41782		73.43342

		84.82033		83.81718		82.5573		80.56279		76.9257

		85.26803		84.44746		82.99863		80.64703		73.69458

		85.27279		83.7863		81.21906		77.63127		70.88517

		85.48759		84.73997		83.63285		82.1321		79.08762

		85.73856		84.87077		83.48235		81.33058		77.47102

		85.85841		84.16749		82.3361		79.95573		75.8505

		86.18313		83.95694		81.06936		77.09361		70.44061

		86.23431		85.41611		83.6131		80.72649		75.56427

		86.26147		85.25926		83.5611		82.02502		77.96938

		86.37254		85.24902		83.50361		80.75532		76.23748

		86.51784		85.87733		84.74383		83.4224		80.64014

		86.8355		86.00399		84.7953		82.88863		78.49823

		86.94347		86.19831		85.2359		83.64907		80.61671

		86.9523		86.06839		84.73088		83.44306		80.70975

		86.98351		86.36195		85.494		84.25299		81.66891

		87.39198		86.44524		85.21615		83.32909		79.61616

		87.59638		86.30338		84.9521		82.58362		78.35887

		87.92718		87.27695		86.44138		84.80254		82.57995

		87.94532		87.20322		86.0781		84.41232		81.20327

		87.98611		87.08791		85.93138		83.86903		80.05373

		88.1806		87.49079		87.00149		85.73125		82.38045

		88.34377		87.57051		86.72092		83.63356		80.19479

		88.41854		87.43509		86.2684		84.50841		81.65572

		88.46751		87.68128		86.71654		85.30872		82.29592

		88.57394		87.98059		87.17732		85.88834		83.71773

		88.63132		87.57417		86.30076		84.39279		81.20125

		89.15074		88.41491		87.49789		85.97199		83.82118

		89.56261		88.72038		87.9016		85.49355		81.83018

		89.56893		89.04659		88.18242		86.90945		84.48035

		89.726		89.2042		88.29462		87.29677		84.52441

		90.0677		89.07447		88.03855		86.08468		83.2107

		90.12203		89.31115		88.57347		85.40736		81.67546

		90.23475		89.19923		87.98701		86.13002		82.77433

		90.39391		89.93828		89.35082		88.49664		86.56422

		90.62559		89.50867		88.41293		86.21376		82.42245

		90.86315		90.08769		89.21627		87.74889		84.41877

		91.32597		90.77594		90.03112		88.6582		86.09147

		91.32883		90.57333		89.65491		87.65243		83.67628

		91.34227		90.5165		89.90078		88.00236		84.41917

		92.30907		91.94785		91.33562		90.41195		88.31083

		92.31964		92.00584		91.46279		90.55504		88.83421

		92.38482		92.04922		91.09975		89.97063		86.72987

		92.64551		92.27286		91.90622		91.42478		89.65253

		92.7233		92.34966		91.67711		90.72025		88.5266

		92.89608		92.05148		91.32006		89.74567		86.38553

		93.22049		92.80872		92.29312		91.24133		88.65305

		93.38657		92.80391		91.8503		90.36459		87.23934

		93.57899		93.04787		92.41297		90.42233		86.36693

		93.84059		93.46429		93.13057		92.09604		89.52681

		93.99418		93.60159		92.53545		90.65381		86.84214

		94.0975		93.38135		92.37006		90.24501		86.57039

		94.20544		93.75681		93.17605		92.11802		90.29988

		94.32469		93.63915		92.58349		90.922		87.47666

		94.33414		93.92178		93.39033		92.23238		89.61239

		94.33586		93.91312		93.45699		92.67487		89.6814

		94.34068		93.9785		93.57188		92.92736		91.54736

		94.6151		93.90044		92.84979		91.17262		88.0342

		95.03193		94.6917		93.9179		92.43192		87.77388

		95.05734		94.74207		94.41743		93.04188		91.17007

		95.07625		94.48586		93.74317		92.22948		89.38281

		95.11105		94.67876		94.34091		93.04078		91.2292

		95.16405		94.91664		94.44106		93.70609		91.42628

		95.19732		94.62341		93.71039		92.35564		88.77923

		95.1992		94.71277		94.03918		93.11022		91.74213

		95.21004		94.99168		94.66271		93.99654		92.56709

		95.58818		95.29189		94.90991		94.14963		92.61398

		95.73306		95.42458		94.82957		93.8119		91.52918

		95.85345		95.39693		94.88324		93.8549		91.3631

		95.85577		95.69131		95.174		94.42125		93.15021

		95.8821		95.44051		94.85763		93.66372		90.18481

		95.94163		95.57579		94.83251		93.43831		89.86529

		96.03		95.84984		95.63898		95.13492		94.23801

		96.0402		95.49547		94.87781		93.80675		90.95429

		96.06647		95.86983		95.53152		95.00946		93.57485

		96.23174		95.74463		94.84129		93.63649		90.67257

		96.38725		96.05167		95.20568		94.43729		91.14153

		96.42902		96.05614		95.14711		94.19096		92.81812

		96.56644		96.28214		95.96964		95.25903		94.66431

		96.59546		96.3605		95.74866		95.18594		93.5755

		96.60046		96.28207		95.73619		94.7173		92.09044

		96.88776		96.64302		95.93218		94.7914		91.65379

		96.9435		96.79543		96.72189		96.49646		95.75117

		97.17049		96.88717		96.46909		95.79524		93.71315

		97.19479		96.8118		96.54374		96.01653		94.94134

		97.23375		96.98526		96.60842		96.11352		94.40988

		97.27164		97.18551		96.90003		96.59696		95.25232

		97.37312		97.14132		96.76794		95.94804		93.94116

		97.4851		96.97913		96.46358		95.55774		94.53479

		97.54941		97.33914		97.00796		96.35588		94.59216

		97.93209		97.62279		97.24031		96.31339		94.47549

		97.9584		97.76469		97.44353		96.92398		94.9442

		98.06618		97.97628		97.81504		97.56792		96.93851

		98.15237		97.90572		97.50053		96.69362		95.11033

		98.21889		97.73775		96.73771		95.63468		91.32423

		98.35522		98.27809		98.10555		97.83199		96.82931

		98.40891		98.21287		97.89753		97.08809		94.33686

		98.53556		98.43411		98.25315		98.00928		97.34215

		98.68955		98.57025		98.35345		97.89988		96.4428

		98.72376		98.62712		98.5116		98.27095		97.54305

		99.19265		99.14091		99.05833		98.99287		98.87597

		99.24601		99.18865		99.01343		98.81641		98.33813

		99.43597		99.40584		99.36769		99.28429		99.05534

		99.57561		99.55103		99.5049		99.42004		99.29829

		99.58087		99.57381		99.57635		99.5695		99.5401

		99.6472		99.64357		99.63409		99.62905		99.61774

		99.74733		99.7202		99.68607		99.59861		99.51048

		99.9407		99.93702		99.93523		99.92882		99.90889

		99.96365		99.95544		99.93298		99.92278		99.89947
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Лист1

				Act T		Act T+E		Mol T

		100		0.91947		0.91947		0.91949				100		0.91949

		80		0.91348		0.91222		0.91398				80		0.91398

		60		0.9052		0.90242		0.90593				60		0.90593

		40		0.8916		0.88773		0.89328				40		0.89328

		20		0.86386		0.85855		0.8657				20		0.8657
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cut_act

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR								D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.								Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000								Training   Set cut at   1.000

		Evaluating Set cut at   1.000								Evaluating Set cut at   1.000

		AvIAP  0.91947								AvIAP  0.91947

		SDIAP  0.05690								SDIAP  0.05690

		No		Amount		Minimum IAP		Maximum IAP		No		Activity		Amount		Average IAP		Average IAPloo

		1		2410		85.47652		88.24651		1		Anticerebroischemic		154		77.38647		77.20904

		2		1894		88.3994		90.65881		2		Antiarthritic		563		77.7364		77.23738

		3		1492		89.28544		91.24252		3		Septic shock treatment		157		79.88884		79.91125

		4		1473		94.62447		96.8099		4		Irritable Bowel syndrome therapy		107		82.00866		81.32195

		5		1301		97.39303		98.7089		5		Immunomodulator		626		82.9936		82.70576

		6		1164		85.20213		88.61659		6		Vasodilator		203		83.1305		82.97736

		7		962		80.33249		86.01831		7		Urinary incontinence treatment		82		83.72396		82.67868

		8		930		83.80668		87.56885		8		Antipsoriatic		276		83.72495		83.65546

		9		812		91.90627		94.79762		9		Antiinflammatory		962		83.76122		83.39935

		10		783		86.0471		90.71013		10		Antiulcerative		376		83.95496		83.57129

		11		779		85.54288		89.17335		11		Antianginal		410		84.12886		83.4477

		12		710		89.44879		93.09552		12		Sedative		85		84.37891		83.72305

		13		693		85.75722		91.31173		13		Dermatologic		449		84.43097		84.37746

		14		655		99.12536		99.98402		14		Mediator release inhibitor		112		84.51953		84.25333

		15		638		87.1589		92.73835		15		Acute neurologic disorders treatment		610		84.59392		83.5969

		16		626		78.00752		85.98378		16		Spasmolytic		106		84.73463		82.92975

		17		610		81.02738		87.94483		17		Analgesic, non-opioid		407		84.82033		84.39249

		18		598		85.15569		90.3461		18		Antiosteoporotic		109		85.26803		85.25411

		19		597		90.41835		93.76256		19		Antineoplastic enhancer		81		85.27279		84.33327

		20		577		84.21091		89.96946		20		Cognition disorders treatment		930		85.48759		85.21117

		21		563		73.60393		80.60189		21		Antiobesity		114		85.73856		85.28168

		22		549		86.09934		90.49426		22		Reverse transcriptase inhibitor		83		85.85841		85.37917

		23		490		91.39149		95.85295		23		Diuretic		125		86.18313		85.14941

		24		473		94.58064		97.24675		24		Antiprotozoal		166		86.23431		85.57847

		25		469		90.5834		95.24816		25		Lipid peroxidase inhibitor		117		86.26147		86.17085

		26		465		98.98565		99.90577		26		Anticonvulsant		380		86.37254		85.7357

		27		449		81.59093		88.0326		27		Immunostimulant		109		86.51784		86.28756

		28		410		80.49617		87.31227		28		Ophthalmic drug		229		86.8355		86.79606

		29		407		80.41731		86.93346		29		Antineoplastic		2410		86.94347		86.72935

		30		380		82.63361		88.8575		30		Immunosuppressant		276		86.9523		86.61538

		31		376		80.23707		87.54458		31		Antiallergic		1164		86.98351		86.73077

		32		373		88.11004		93.32348		32		Cardiotonic		779		87.39198		87.01128

		33		372		93.50554		96.51337		33		Antiparkinsonian		171		87.59638		87.04237

		34		331		92.13549		96.82202		34		Antiviral		598		87.92718		87.94388

		35		320		85.21054		90.30017		35		Analgesic		577		87.94532		87.58519

		36		319		82.16345		92.84322		36		Bronchodilator		320		87.98611		87.20819

		37		315		99.25181		99.99013		37		Calcium regulator		94		88.1806		88.04288

		38		311		85.01371		92.51115		38		Tumour necrosis factor antagonist		92		88.34377		88.1348

		39		290		96.06955		98.22736		39		Antidiabetic		319		88.41854		88.09505

		40		276		83.15792		90.34047		40		Antidepressant		549		88.46751		88.2435

		41		276		79.85967		87.77575		41		Platelet aggregation inhibitor		783		88.57394		88.30963

		42		272		93.33491		98.4087		42		Anti-HIV		693		88.63132		88.45581

		43		254		99.9076		99.97016		43		Antihelmintic		108		89.15074		89.1228

		44		250		96.04784		98.57282		44		Antiglaucomic		195		89.56261		89.54794

		45		247		90.19365		97.92659		45		Antihypertensive		1894		89.56893		89.29336

		46		238		93.56033		97.83559		46		Gastric antisecretory		311		89.726		89.49926

		47		236		88.02516		95.37972		47		Phospholipase inhibitor		118		90.0677		88.97714

		48		232		93.97147		98.33816		48		Protein kinase C inhibitor		84		90.12203		89.8773

		49		229		83.10419		91.62042		49		Antiviral (AIDS)		638		90.23475		89.98647

		50		218		99.06772		99.91992		50		Psychotropic		1492		90.39391		90.26839

		51		216		94.1171		97.99781		51		Phospholipase A2 inhibitor		113		90.62559		89.51971

		52		212		91.74003		97.96081		52		Antiarrhythmic		373		90.86315		90.37128

		53		209		97.60737		99.5193		53		Anxiolytic		710		91.32597		91.08745

		54		204		94.58155		97.80195		54		Antidiabetic symptomatic		200		91.32883		91.35768

		55		203		97.09737		99.49879		55		Cyclooxygenase inhibitor		125		91.34227		91.50397

		56		203		78.41212		88.09879		56		Chemoprotective		236		92.30907		92.3803

		57		200		91.44282		97.17177		57		Antipsychotic		597		92.31964		92.10577

		58		200		87.03989		95.72448		58		Prostate disorders treatment		194		92.38482		92.20069

		59		195		85.26943		95.66951		59		Protease inhibitor		127		92.64551		92.82841

		60		194		86.65236		96.57443		60		Antifungal		469		92.7233		92.46316

		61		187		89.28404		95.95493		61		Leukotriene synthesis inhibitor		115		92.89608		93.10477

		62		186		93.04655		98.17939		62		Hypolipemic		812		93.22049		93.11385

		63		184		98.20013		99.84803		63		Antimigraine		187		93.38657		93.11556

		64		184		90.39681		96.6778		64		Peristaltic stimulant		127		93.57899		93.81857

		65		174		96.29253		99.52781		65		Acetylcholine agonist		184		93.84059		93.59194

		66		171		79.66793		91.48042		66		Antiemphysemic		117		93.99418		93.74461

		67		169		93.33771		98.5276		67		Alpha adrenoreceptor antagonist		150		94.0975		93.8536

		68		169		93.457		98.79982		68		Lipoxygenase inhibitor		490		94.20544		94.07986

		69		166		81.73171		90.89595		69		Adrenalin antagonist		200		94.32469		94.11217

		70		162		99.73459		99.99668		70		5 Hydroxytryptamine 1 antagonist		88		94.33414		94.17749

		71		161		89.87376		98.51301		71		Endothelin antagonist		134		94.33586		94.40372

		72		159		95.69096		98.83931		72		Calcium channel antagonist		331		94.34068		94.13018

		73		157		72.93009		85.65937		73		NMDA antagonist		247		94.6151		93.81756

		74		156		97.49668		99.71207		74		Elastase inhibitor		127		95.03193		94.98315

		75		156		95.36244		99.427		75		5 Hydroxytryptamine 2 antagonist		133		95.05734		94.96925

		76		154		72.06591		83.56324		76		Alpha 1 adrenoreceptor antagonist		87		95.07625		94.81202

		77		152		96.72253		99.31707		77		Antihistaminic		137		95.11105		94.94221

		78		150		91.57291		96.84715		78		Thromboxane synthase inhibitor		114		95.16405		94.92935

		79		141		93.44152		99.46862		79		Dopamine D2 antagonist		99		95.19732		95.07676

		80		138		91.4254		98.4719		80		H+/K+-transporting ATPase inhibitor		117		95.1992		94.30988

		81		137		94.42644		98.85741		81		Leukotriene antagonist		372		95.21004		95.26364

		82		137		91.42532		98.33419		82		Antiemetic		212		95.58818		95.33204

		83		134		90.05533		97.77031		83		Anticoagulant		169		95.73306		95.53101

		84		133		93.02535		97.11535		84		Antiacne		186		95.85345		95.77946

		85		128		92.87837		98.83189		85		Thromboxane antagonist		238		95.85577		95.70231

		86		127		85.05585		97.76844		86		Aldose reductase inhibitor		161		95.8821		95.97568

		87		127		89.84655		98.19838		87		Androgen antagonist		87		95.94163		95.79469

		88		127		87.62218		97.19658		88		Antibacterial		1473		96.03		95.89408

		89		125		86.34684		95.50098		89		Phosphodiesterase inhibitor		216		96.0402		95.8671

		90		125		78.75786		92.36225		90		5 Hydroxytryptamine antagonist		473		96.06647		95.96718

		91		124		97.27773		99.60406		91		Platelet activating factor antagonist		272		96.23174		95.96519

		92		123		90.50525		99.30486		92		Acetylcholinesterase inhibitor		102		96.38725		96.36131

		93		118		82.54961		96.78394		93		Phosphodiesterase IV inhibitor		128		96.42902		96.07863

		94		117		88.61706		98.70432		94		Thrombin inhibitor		123		96.56644		96.49402

		95		117		91.68783		97.4897		95		Acetyl CoA transferase inhibitor		232		96.59546		96.42226

		96		117		78.89965		93.03795		96		Dopamine antagonist		204		96.60046		96.48619

		97		115		89.14779		96.57914		97		Analgesic, opioid		169		96.88776		96.66705

		98		114		92.32596		97.52755		98		Antimitotic		88		96.9435		96.97842

		99		114		77.5656		91.48595		99		5 Hydroxytryptamine agonist		290		97.17049		97.12363

		100		113		82.36394		96.67981		100		Antimetabolite		137		97.19479		96.99521

		101		112		78.66268		90.06262		101		Acetylcholine muscarinic agonist		138		97.23375		96.88678

		102		109		99.32769		99.93457		102		5 Alpha reductase inhibitor		141		97.27164		97.37033

		103		109		79.66192		93.39583		103		5 Hydroxytryptamine 1A agonist		159		97.37312		97.34732

		104		109		77.66683		90.60373		104		Adrenalin agonist		86		97.4851		96.58385

		105		108		81.35266		95.50495		105		5 Hydroxytryptamine 1 agonist		250		97.54941		97.51233

		106		107		72.00322		87.37758		106		Substance P antagonist		174		97.93209		97.93285

		107		106		78.56321		90.54329		107		Cholecystokinin antagonist		156		97.9584		97.95457

		108		102		92.57618		99.3389		108		Antibiotic		1301		98.06618		98.05198

		109		99		91.97901		97.56699		109		HIV-1 protease inhibitor		152		98.15237		98.05138

		110		94		98.04427		99.88916		110		Squalene synthetase inhibitor		86		98.21889		98.10727

		111		94		81.96967		94.15694		111		5 Hydroxytryptamine 3 antagonist		203		98.35522		98.33266

		112		92		77.66639		94.34675		112		Aromatase inhibitor		89		98.40891		98.20354

		113		89		96.54478		99.73034		113		GP IIb/IIIa antagonist		209		98.53556		98.52287

		114		88		92.04232		99.8953		114		Potassium channel activator		156		98.68955		98.55983

		115		88		91.13172		97.49444		115		Angiotensin converting enzyme inhibitor		124		98.72376		98.75323

		116		87		90.54397		99.30093		116		Prostaglandin agonist		94		99.19265		99.19326

		117		87		91.259		98.33508		117		HMG CoA reductase inhibitor		184		99.24601		99.1554

		118		86		94.67636		99.76542		118		Angiotensin II antagonist		465		99.43597		99.40704

		119		86		92.61969		99.49647		119		Renin inhibitor		218		99.57561		99.55723

		120		85		76.91545		92.09417		120		Antibiotic beta Lactam-like		655		99.58087		99.56952

		121		84		82.57381		97.16867		121		Antibiotic Cephalosporin-like		315		99.6472		99.64506

		122		83		74.45809		94.63892		122		Antibiotic Macrolide-like		109		99.74733		99.72673

		123		82		77.73333		88.46466		123		Antibiotic Quinolone-like		254		99.9407		99.93839

		124		81		78.49459		92.39053		124		Antibiotic Carbapenem-like		162		99.96365		99.96656

																91.9474421774		91.7032289516
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		Two subsets IAP cross-validation 50 attempts.

		AvIAP  0.91703

		SDIAP  0.05809

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		85.8431		87.89176		86.72935		Antineoplastic

		2		1894		88.3462		90.34988		89.29336		Antihypertensive

		3		1492		89.53832		91.02085		90.26839		Psychotropic

		4		1473		95.12869		96.61359		95.89408		Antibacterial

		5		1301		97.46302		98.66523		98.05198		Antibiotic

		6		1164		85.09568		88.16883		86.73077		Antiallergic

		7		962		81.22613		85.89071		83.39935		Antiinflammatory

		8		930		83.34865		86.70922		85.21117		Cognition disorders treatment

		9		812		91.33357		94.38524		93.11385		Hypolipemic

		10		783		86.60048		90.29379		88.30963		Platelet aggregation inhibitor

		11		779		84.28263		89.83378		87.01128		Cardiotonic

		12		710		89.79717		92.45085		91.08745		Anxiolytic

		13		693		86.87195		90.38103		88.45581		Anti-HIV

		14		655		99.0571		99.97883		99.56952		Antibiotic beta Lactam-like

		15		638		88.01589		91.49313		89.98647		Antiviral (AIDS)

		16		626		80.10029		85.72905		82.70576		Immunomodulator

		17		610		80.38026		85.97915		83.5969		Acute neurologic disorders treatment

		18		598		85.10537		90.34495		87.94388		Antiviral

		19		597		90.74805		93.43724		92.10577		Antipsychotic

		20		577		85.44024		90.71935		87.58519		Analgesic

		21		563		73.96612		80.24412		77.23738		Antiarthritic

		22		549		85.11378		90.46052		88.2435		Antidepressant

		23		490		92.31544		95.32748		94.07986		Lipoxygenase inhibitor

		24		473		94.3019		97.21618		95.96718		5 Hydroxytryptamine antagonist

		25		469		90.73951		94.13423		92.46316		Antifungal

		26		465		98.9947		99.83941		99.40704		Angiotensin II antagonist

		27		449		81.80339		87.45785		84.37746		Dermatologic

		28		410		80.69113		85.98379		83.4477		Antianginal

		29		407		81.29314		87.30824		84.39249		Analgesic, non-opioid

		30		380		82.37923		88.73608		85.7357		Anticonvulsant

		31		376		80.2824		87.08268		83.57129		Antiulcerative

		32		373		87.59975		93.06738		90.37128		Antiarrhythmic

		33		372		93.83513		96.88054		95.26364		Leukotriene antagonist

		34		331		92.81933		95.59317		94.13018		Calcium channel antagonist

		35		320		84.03543		90.34186		87.20819		Bronchodilator

		36		319		84.61623		92.2313		88.09505		Antidiabetic

		37		315		99.23274		99.9755		99.64506		Antibiotic Cephalosporin-like

		38		311		86.73787		92.4599		89.49926		Gastric antisecretory

		39		290		96.3435		97.8966		97.12363		5 Hydroxytryptamine agonist

		40		276		81.86703		90.35227		86.61538		Immunosuppressant

		41		276		79.70864		88.00465		83.65546		Antipsoriatic

		42		272		94.26067		97.46386		95.96519		Platelet activating factor antagonist

		43		254		99.9103		99.9621		99.93839		Antibiotic Quinolone-like

		44		250		96.53891		98.41936		97.51233		5 Hydroxytryptamine 1 agonist

		45		247		90.31617		96.33357		93.81756		NMDA antagonist

		46		238		94.14855		97.22044		95.70231		Thromboxane antagonist

		47		236		88.95532		95.0153		92.3803		Chemoprotective

		48		232		94.41444		98.38722		96.42226		Acetyl CoA transferase inhibitor

		49		229		82.49806		91.49598		86.79606		Ophthalmic drug

		50		218		99.02416		99.92033		99.55723		Renin inhibitor

		51		216		93.74944		98.0022		95.8671		Phosphodiesterase inhibitor

		52		212		92.43838		97.39486		95.33204		Antiemetic

		53		209		97.52714		99.46118		98.52287		GP IIb/IIIa antagonist

		54		204		94.80669		97.62453		96.48619		Dopamine antagonist

		55		203		96.63541		99.33517		98.33266		5 Hydroxytryptamine 3 antagonist

		56		203		76.2459		87.97288		82.97736		Vasodilator

		57		200		92.10153		96.18025		94.11217		Adrenalin antagonist

		58		200		86.36402		95.40345		91.35768		Antidiabetic symptomatic

		59		195		86.40542		94.24723		89.54794		Antiglaucomic

		60		194		88.50189		95.32665		92.20069		Prostate disorders treatment

		61		187		90.28642		95.78808		93.11556		Antimigraine

		62		186		93.80299		97.89351		95.77946		Antiacne

		63		184		97.87768		99.77041		99.1554		HMG CoA reductase inhibitor

		64		184		91.06382		95.93083		93.59194		Acetylcholine agonist

		65		174		96.25334		99.07867		97.93285		Substance P antagonist

		66		171		81.78588		91.97313		87.04237		Antiparkinsonian

		67		169		94.57727		98.45318		96.66705		Analgesic, opioid

		68		169		92.85777		97.5346		95.53101		Anticoagulant

		69		166		80.86446		90.21739		85.57847		Antiprotozoal

		70		162		99.79551		99.9973		99.96656		Antibiotic Carbapenem-like

		71		161		92.68275		98.21776		95.97568		Aldose reductase inhibitor

		72		159		96.12201		98.56492		97.34732		5 Hydroxytryptamine 1A agonist

		73		157		74.19871		87.75484		79.91125		Septic shock treatment

		74		156		96.82927		99.56071		98.55983		Potassium channel activator

		75		156		96.18217		99.43415		97.95457		Cholecystokinin antagonist

		76		154		69.52763		83.01719		77.20904		Anticerebroischemic

		77		152		96.38598		99.25975		98.05138		HIV-1 protease inhibitor

		78		150		90.54388		96.37143		93.8536		Alpha adrenoreceptor antagonist

		79		141		95.55048		99.52512		97.37033		5 Alpha reductase inhibitor

		80		138		94.07174		98.44928		96.88678		Acetylcholine muscarinic agonist

		81		137		94.32867		98.62883		96.99521		Antimetabolite

		82		137		90.88644		97.66836		94.94221		Antihistaminic

		83		134		91.6319		97.60275		94.40372		Endothelin antagonist

		84		133		92.78386		96.69213		94.96925		5 Hydroxytryptamine 2 antagonist

		85		128		93.23038		98.55596		96.07863		Phosphodiesterase IV inhibitor

		86		127		88.36043		98.10486		93.81857		Peristaltic stimulant

		87		127		91.52491		98.48243		94.98315		Elastase inhibitor

		88		127		89.22585		97.02602		92.82841		Protease inhibitor

		89		125		87.39973		94.34533		91.50397		Cyclooxygenase inhibitor

		90		125		78.04353		91.95908		85.14941		Diuretic

		91		124		97.96381		99.37714		98.75323		Angiotensin converting enzyme inhibitor

		92		123		94.13205		98.42482		96.49402		Thrombin inhibitor

		93		118		82.95246		93.62279		88.97714		Phospholipase inhibitor

		94		117		87.48506		97.3121		93.74461		Antiemphysemic

		95		117		89.63864		98.75765		94.30988		H+/K+-transporting ATPase inhibitor

		96		117		80.27197		91.95496		86.17085		Lipid peroxidase inhibitor

		97		115		90.2835		96.5843		93.10477		Leukotriene synthesis inhibitor

		98		114		91.20792		98.50956		94.92935		Thromboxane synthase inhibitor

		99		114		77.9475		91.60298		85.28168		Antiobesity

		100		113		84.55104		93.83333		89.51971		Phospholipase A2 inhibitor

		101		112		76.94775		90.3573		84.25333		Mediator release inhibitor

		102		109		99.43278		99.94869		99.72673		Antibiotic Macrolide-like

		103		109		79.78547		92.29398		86.28756		Immunostimulant

		104		109		76.84883		93.2268		85.25411		Antiosteoporotic

		105		108		83.35007		93.90351		89.1228		Antihelmintic

		106		107		72.13309		90.06873		81.32195		Irritable Bowel syndrome therapy

		107		106		74.48314		89.67384		82.92975		Spasmolytic

		108		102		92.59345		99.64259		96.36131		Acetylcholinesterase inhibitor

		109		99		91.60731		97.00332		95.07676		Dopamine D2 antagonist

		110		94		98.03706		99.86365		99.19326		Prostaglandin agonist

		111		94		82.00448		94.11931		88.04288		Calcium regulator

		112		92		78.18885		95.92993		88.1348		Tumour necrosis factor antagonist

		113		89		96.4229		99.57958		98.20354		Aromatase inhibitor

		114		88		93.62684		99.93622		96.97842		Antimitotic

		115		88		88.14311		97.39882		94.17749		5 Hydroxytryptamine 1 antagonist

		116		87		91.82509		98.82215		95.79469		Androgen antagonist

		117		87		91.88069		98.24252		94.81202		Alpha 1 adrenoreceptor antagonist

		118		86		92.87521		99.56738		96.58385		Adrenalin agonist

		119		86		95.45075		99.65267		98.10727		Squalene synthetase inhibitor

		120		85		77.02239		89.68616		83.72305		Sedative

		121		84		83.70014		95.9184		89.8773		Protein kinase C inhibitor

		122		83		78.45297		92.93502		85.37917		Reverse transcriptase inhibitor

		123		82		70.76556		91.62583		82.67868		Urinary incontinence treatment

		124		81		76.31552		91.87046		84.33327		Antineoplastic enhancer
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		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91947

		SDIAP  0.05690

		No		100		80		60		40		20

		1		77.38647		75.99033		74.02249		71.57402		67.31231

		2		77.7364		76.63602		75.06252		72.65652		68.82034

		3		79.88884		78.49856		76.92864		74.86102		69.82162

		4		82.00866		80.76382		78.56522		75.98801		70.31111

		5		82.9936		82.22828		81.19997		79.84495		76.99046

		6		83.1305		81.7609		80.13969		77.42786		72.34361

		7		83.72396		81.70695		79.94216		77.05079		71.13822

		8		83.72495		82.86954		81.52928		79.6966		75.91208

		9		83.76122		82.90377		81.79001		79.89547		76.65491

		10		83.95496		82.92568		81.46418		79.27441		75.1692

		11		84.12886		83.33389		82.32531		80.33414		76.66699

		12		84.37891		83.36679		82.09766		79.50526		74.59393

		13		84.43097		83.77693		82.79634		81.15364		77.86166

		14		84.51953		83.60339		82.25981		79.68356		74.13873

		15		84.59392		83.40401		81.68209		79.88506		76.05781

		16		84.73463		83.21601		81.04156		78.41782		73.43342

		17		84.82033		83.81718		82.5573		80.56279		76.9257

		18		85.26803		84.44746		82.99863		80.64703		73.69458

		19		85.27279		83.7863		81.21906		77.63127		70.88517

		20		85.48759		84.73997		83.63285		82.1321		79.08762

		21		85.73856		84.87077		83.48235		81.33058		77.47102

		22		85.85841		84.16749		82.3361		79.95573		75.8505

		23		86.18313		83.95694		81.06936		77.09361		70.44061

		24		86.23431		85.41611		83.6131		80.72649		75.56427

		25		86.26147		85.25926		83.5611		82.02502		77.96938

		26		86.37254		85.24902		83.50361		80.75532		76.23748

		27		86.51784		85.87733		84.74383		83.4224		80.64014

		28		86.8355		86.00399		84.7953		82.88863		78.49823

		29		86.94347		86.19831		85.2359		83.64907		80.61671

		30		86.9523		86.06839		84.73088		83.44306		80.70975

		31		86.98351		86.36195		85.494		84.25299		81.66891

		32		87.39198		86.44524		85.21615		83.32909		79.61616

		33		87.59638		86.30338		84.9521		82.58362		78.35887

		34		87.92718		87.27695		86.44138		84.80254		82.57995

		35		87.94532		87.20322		86.0781		84.41232		81.20327

		36		87.98611		87.08791		85.93138		83.86903		80.05373

		37		88.1806		87.49079		87.00149		85.73125		82.38045

		38		88.34377		87.57051		86.72092		83.63356		80.19479

		39		88.41854		87.43509		86.2684		84.50841		81.65572

		40		88.46751		87.68128		86.71654		85.30872		82.29592

		41		88.57394		87.98059		87.17732		85.88834		83.71773

		42		88.63132		87.57417		86.30076		84.39279		81.20125

		43		89.15074		88.41491		87.49789		85.97199		83.82118

		44		89.56261		88.72038		87.9016		85.49355		81.83018

		45		89.56893		89.04659		88.18242		86.90945		84.48035

		46		89.726		89.2042		88.29462		87.29677		84.52441

		47		90.0677		89.07447		88.03855		86.08468		83.2107

		48		90.12203		89.31115		88.57347		85.40736		81.67546

		49		90.23475		89.19923		87.98701		86.13002		82.77433

		50		90.39391		89.93828		89.35082		88.49664		86.56422

		51		90.62559		89.50867		88.41293		86.21376		82.42245

		52		90.86315		90.08769		89.21627		87.74889		84.41877

		53		91.32597		90.77594		90.03112		88.6582		86.09147

		54		91.32883		90.57333		89.65491		87.65243		83.67628

		55		91.34227		90.5165		89.90078		88.00236		84.41917

		56		92.30907		91.94785		91.33562		90.41195		88.31083

		57		92.31964		92.00584		91.46279		90.55504		88.83421

		58		92.38482		92.04922		91.09975		89.97063		86.72987

		59		92.64551		92.27286		91.90622		91.42478		89.65253

		60		92.7233		92.34966		91.67711		90.72025		88.5266

		61		92.89608		92.05148		91.32006		89.74567		86.38553

		62		93.22049		92.80872		92.29312		91.24133		88.65305

		63		93.38657		92.80391		91.8503		90.36459		87.23934

		64		93.57899		93.04787		92.41297		90.42233		86.36693

		65		93.84059		93.46429		93.13057		92.09604		89.52681

		66		93.99418		93.60159		92.53545		90.65381		86.84214

		67		94.0975		93.38135		92.37006		90.24501		86.57039

		68		94.20544		93.75681		93.17605		92.11802		90.29988

		69		94.32469		93.63915		92.58349		90.922		87.47666

		70		94.33414		93.92178		93.39033		92.23238		89.61239

		71		94.33586		93.91312		93.45699		92.67487		89.6814

		72		94.34068		93.9785		93.57188		92.92736		91.54736

		73		94.6151		93.90044		92.84979		91.17262		88.0342

		74		95.03193		94.6917		93.9179		92.43192		87.77388

		75		95.05734		94.74207		94.41743		93.04188		91.17007

		76		95.07625		94.48586		93.74317		92.22948		89.38281

		77		95.11105		94.67876		94.34091		93.04078		91.2292

		78		95.16405		94.91664		94.44106		93.70609		91.42628

		79		95.19732		94.62341		93.71039		92.35564		88.77923

		80		95.1992		94.71277		94.03918		93.11022		91.74213

		81		95.21004		94.99168		94.66271		93.99654		92.56709

		82		95.58818		95.29189		94.90991		94.14963		92.61398

		83		95.73306		95.42458		94.82957		93.8119		91.52918

		84		95.85345		95.39693		94.88324		93.8549		91.3631

		85		95.85577		95.69131		95.174		94.42125		93.15021

		86		95.8821		95.44051		94.85763		93.66372		90.18481

		87		95.94163		95.57579		94.83251		93.43831		89.86529

		88		96.03		95.84984		95.63898		95.13492		94.23801

		89		96.0402		95.49547		94.87781		93.80675		90.95429

		90		96.06647		95.86983		95.53152		95.00946		93.57485

		91		96.23174		95.74463		94.84129		93.63649		90.67257

		92		96.38725		96.05167		95.20568		94.43729		91.14153

		93		96.42902		96.05614		95.14711		94.19096		92.81812

		94		96.56644		96.28214		95.96964		95.25903		94.66431

		95		96.59546		96.3605		95.74866		95.18594		93.5755

		96		96.60046		96.28207		95.73619		94.7173		92.09044

		97		96.88776		96.64302		95.93218		94.7914		91.65379

		98		96.9435		96.79543		96.72189		96.49646		95.75117

		99		97.17049		96.88717		96.46909		95.79524		93.71315

		100		97.19479		96.8118		96.54374		96.01653		94.94134

		101		97.23375		96.98526		96.60842		96.11352		94.40988

		102		97.27164		97.18551		96.90003		96.59696		95.25232

		103		97.37312		97.14132		96.76794		95.94804		93.94116

		104		97.4851		96.97913		96.46358		95.55774		94.53479

		105		97.54941		97.33914		97.00796		96.35588		94.59216

		106		97.93209		97.62279		97.24031		96.31339		94.47549

		107		97.9584		97.76469		97.44353		96.92398		94.9442

		108		98.06618		97.97628		97.81504		97.56792		96.93851

		109		98.15237		97.90572		97.50053		96.69362		95.11033

		110		98.21889		97.73775		96.73771		95.63468		91.32423

		111		98.35522		98.27809		98.10555		97.83199		96.82931

		112		98.40891		98.21287		97.89753		97.08809		94.33686

		113		98.53556		98.43411		98.25315		98.00928		97.34215

		114		98.68955		98.57025		98.35345		97.89988		96.4428

		115		98.72376		98.62712		98.5116		98.27095		97.54305

		116		99.19265		99.14091		99.05833		98.99287		98.87597

		117		99.24601		99.18865		99.01343		98.81641		98.33813

		118		99.43597		99.40584		99.36769		99.28429		99.05534

		119		99.57561		99.55103		99.5049		99.42004		99.29829

		120		99.58087		99.57381		99.57635		99.5695		99.5401

		121		99.6472		99.64357		99.63409		99.62905		99.61774

		122		99.74733		99.7202		99.68607		99.59861		99.51048

		123		99.9407		99.93702		99.93523		99.92882		99.90889

		124		99.96365		99.95544		99.93298		99.92278		99.89947
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		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with actcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91947

		SDIAP  0.05690

		No		Average IAP

		1		86.94347

		2		89.56893

		3		90.39391

		4		96.03

		5		98.06618

		6		86.98351

		7		83.76122

		8		85.48759

		9		93.22049

		10		88.57394

		11		87.39198

		12		91.32597

		13		88.63132

		14		99.58087

		15		90.23475

		16		82.9936

		17		84.59392

		18		87.92718

		19		92.31964

		20		87.94532

		21		77.7364

		22		88.46751

		23		94.20544

		24		96.06647

		25		92.7233

		26		99.43597

		27		84.43097

		28		84.12886

		29		84.82033

		30		86.37254

		31		83.95496

		32		90.86315

		33		95.21004

		34		94.34068

		35		87.98611

		36		88.41854

		37		99.6472

		38		89.726

		39		97.17049

		40		86.9523

		41		83.72495

		42		96.23174

		43		99.9407

		44		97.54941

		45		94.6151

		46		95.85577

		47		92.30907

		48		96.59546

		49		86.8355

		50		99.57561

		51		96.0402

		52		95.58818

		53		98.53556

		54		96.60046

		55		98.35522

		56		83.1305

		57		94.32469

		58		91.32883

		59		89.56261

		60		92.38482

		61		93.38657

		62		95.85345

		63		99.24601

		64		93.84059

		65		97.93209

		66		87.59638

		67		96.88776

		68		95.73306

		69		86.23431

		70		99.96365

		71		95.8821

		72		97.37312

		73		79.88884

		74		98.68955

		75		97.9584

		76		77.38647

		77		98.15237

		78		94.0975

		79		97.27164

		80		97.23375

		81		97.19479

		82		95.11105

		83		94.33586

		84		95.05734

		85		96.42902

		86		93.57899

		87		95.03193

		88		92.64551

		89		91.34227

		90		86.18313

		91		98.72376

		92		96.56644

		93		90.0677

		94		93.99418

		95		95.1992

		96		86.26147

		97		92.89608

		98		95.16405

		99		85.73856

		100		90.62559

		101		84.51953

		102		99.74733

		103		86.51784

		104		85.26803

		105		89.15074

		106		82.00866

		107		84.73463

		108		96.38725

		109		95.19732

		110		99.19265

		111		88.1806

		112		88.34377

		113		98.40891

		114		96.9435

		115		94.33414

		116		95.94163

		117		95.07625

		118		97.4851

		119		98.21889

		120		84.37891

		121		90.12203

		122		85.85841

		123		83.72396

		124		85.27279
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un124 ABBA molcut 4

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with molcut 50 attempts.

		Training   Set cut at   0.200

		Evaluating Set cut at   1.000

		AvIAP  0.86570

		SDIAP  0.08737

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		79.86497		83.83558		82.30051		Antineoplastic

		2		1894		83.18768		87.18062		85.28682		Antihypertensive

		3		1492		84.86996		88.63268		87.01144		Psychotropic

		4		1473		93.44813		96.30646		94.80422		Antibacterial

		5		1301		96.26787		98.17247		97.29018		Antibiotic

		6		1164		80.20323		84.58241		82.18586		Antiallergic

		7		962		72.12701		80.2671		77.31668		Antiinflammatory

		8		930		75.19403		82.45282		79.59846		Cognition disorders treatment

		9		812		85.34095		91.4074		89.31178		Hypolipemic

		10		783		80.79727		87.4184		84.07956		Platelet aggregation inhibitor

		11		779		75.55051		84.49609		79.93806		Cardiotonic

		12		710		83.66342		89.88845		86.52815		Anxiolytic

		13		693		76.52229		85.15171		81.91334		Anti-HIV

		14		655		99.13648		99.97773		99.56197		Antibiotic beta Lactam-like

		15		638		79.56659		86.86852		83.4845		Antiviral (AIDS)

		16		626		71.72503		80.74324		77.11646		Immunomodulator

		17		610		70.05057		80.7736		76.06123		Acute neurologic disorders treatment

		18		598		79.15875		86.26242		82.72729		Antiviral

		19		597		85.97406		91.22259		88.81596		Antipsychotic

		20		577		75.90076		85.09605		81.64484		Analgesic

		21		563		65.06038		74.3346		69.13161		Antiarthritic

		22		549		78.93448		84.71825		82.53789		Antidepressant

		23		490		85.02151		93.14083		90.41105		Lipoxygenase inhibitor

		24		473		91.64432		95.31385		93.61865		5 Hydroxytryptamine antagonist

		25		469		83.43134		92.66901		89.47354		Antifungal

		26		465		98.31171		99.8244		99.14235		Angiotensin II antagonist

		27		449		70.10515		82.10317		77.84142		Dermatologic

		28		410		72.39828		82.35165		77.45941		Antianginal

		29		407		69.72523		82.66191		77.16987		Analgesic, non-opioid

		30		380		70.36154		81.32026		75.98882		Anticonvulsant

		31		376		67.14974		80.44971		74.89097		Antiulcerative

		32		373		78.7146		88.91609		84.52703		Antiarrhythmic

		33		372		89.95664		95.36628		93.00303		Leukotriene antagonist

		34		331		82.49482		93.74593		91.43225		Calcium channel antagonist

		35		320		71.62454		85.68049		80.23045		Bronchodilator

		36		319		72.49638		87.70807		82.03755		Antidiabetic

		37		315		99.22431		99.98118		99.63527		Antibiotic Cephalosporin-like

		38		311		76.11371		88.84302		84.39908		Gastric antisecretory

		39		290		89.39162		96.5216		93.63347		5 Hydroxytryptamine agonist

		40		276		70.93084		86.7619		79.7742		Immunosuppressant

		41		276		69.15364		82.1552		75.93942		Antipsoriatic

		42		272		80.71856		95.54543		91.06454		Platelet activating factor antagonist

		43		254		99.82761		99.97197		99.92807		Antibiotic Quinolone-like

		44		250		90.78593		96.9599		94.55708		5 Hydroxytryptamine 1 agonist

		45		247		82.4652		93.59821		88.474		NMDA antagonist

		46		238		85.0677		96.2519		93.1513		Thromboxane antagonist

		47		236		84.54944		94.47183		88.62225		Chemoprotective

		48		232		88.66945		96.63441		93.6121		Acetyl CoA transferase inhibitor

		49		229		65.55873		87.01915		79.1389		Ophthalmic drug

		50		218		98.47804		99.86355		99.32069		Renin inhibitor

		51		216		84.42978		95.88242		91.24736		Phosphodiesterase inhibitor

		52		212		84.54314		96.46054		92.38697		Antiemetic

		53		209		94.70184		98.86414		97.32573		GP IIb/IIIa antagonist

		54		204		86.56113		95.72768		92.27929		Dopamine antagonist

		55		203		90.83147		98.71414		96.84552		5 Hydroxytryptamine 3 antagonist

		56		203		57.6711		80.0125		72.51264		Vasodilator

		57		200		78.90552		93.96483		87.74218		Adrenalin antagonist

		58		200		76.50871		90.29618		84.48999		Antidiabetic symptomatic

		59		195		73.1011		89.66503		82.54468		Antiglaucomic

		60		194		71.93432		92.90801		87.33097		Prostate disorders treatment

		61		187		80.81649		92.41139		87.07268		Antimigraine

		62		186		82.80314		96.00075		90.85079		Antiacne

		63		184		95.183		99.80362		98.40254		HMG CoA reductase inhibitor

		64		184		80.86639		95.13986		90.36362		Acetylcholine agonist

		65		174		83.39217		97.91981		94.90941		Substance P antagonist

		66		171		68.16893		85.05132		77.87008		Antiparkinsonian

		67		169		81.44008		96.32661		92.05963		Analgesic, opioid

		68		169		84.59242		96.8648		91.62083		Anticoagulant

		69		166		53.2021		85.82156		75.3243		Antiprotozoal

		70		162		99.55797		99.99672		99.90479		Antibiotic Carbapenem-like

		71		161		71.88528		96.06815		90.70811		Aldose reductase inhibitor

		72		159		81.86544		97.05795		93.94875		5 Hydroxytryptamine 1A agonist

		73		157		60.69458		79.28411		70.41562		Septic shock treatment

		74		156		90.21482		99.12537		96.6608		Potassium channel activator

		75		156		87.96094		99.45544		94.73597		Cholecystokinin antagonist

		76		154		50.64725		74.88067		67.29161		Anticerebroischemic

		77		152		89.20915		98.42604		95.33086		HIV-1 protease inhibitor

		78		150		76.53319		92.45178		86.59786		Alpha adrenoreceptor antagonist

		79		141		84.51008		98.73751		95.42564		5 Alpha reductase inhibitor

		80		138		88.43917		97.85843		94.2831		Acetylcholine muscarinic agonist

		81		137		82.99492		97.55175		94.89413		Antimetabolite

		82		137		76.68953		96.65826		91.37402		Antihistaminic

		83		134		72.08914		95.10331		89.4612		Endothelin antagonist

		84		133		80.67669		95.36447		91.0283		5 Hydroxytryptamine 2 antagonist

		85		128		84.85193		97.15172		92.2525		Phosphodiesterase IV inhibitor

		86		127		71.89381		95.72842		87.13193		Peristaltic stimulant

		87		127		77.59721		95.47258		89.38535		Elastase inhibitor

		88		127		78.50645		95.05626		89.88811		Protease inhibitor

		89		125		71.63867		90.55151		84.63602		Cyclooxygenase inhibitor

		90		125		53.78065		81.00489		70.64777		Diuretic

		91		124		94.70136		99.32135		97.62576		Angiotensin converting enzyme inhibitor

		92		123		90.48203		98.29692		94.66092		Thrombin inhibitor

		93		118		68.89673		89.40713		82.455		Phospholipase inhibitor

		94		117		66.16539		93.36861		86.71062		Antiemphysemic

		95		117		86.87617		96.10454		91.58532		H+/K+-transporting ATPase inhibitor

		96		117		65.40422		87.54862		78.36532		Lipid peroxidase inhibitor

		97		115		74.40898		92.53382		86.17916		Leukotriene synthesis inhibitor

		98		114		74.77885		96.46153		91.40452		Thromboxane synthase inhibitor

		99		114		50.42341		85.74451		77.95914		Antiobesity

		100		113		65.52272		91.67966		82.43966		Phospholipase A2 inhibitor

		101		112		56.86628		83.31975		73.92194		Mediator release inhibitor

		102		109		98.95837		99.91481		99.53315		Antibiotic Macrolide-like

		103		109		73.7093		90.03136		80.60641		Immunostimulant

		104		109		56.80734		85.84086		74.21841		Antiosteoporotic

		105		108		73.9592		92.27427		84.29694		Antihelmintic

		106		107		56.00128		79.46038		70.00816		Irritable Bowel syndrome therapy

		107		106		60.10467		81.55155		73.22652		Spasmolytic

		108		102		79.51611		97.34123		91.43764		Acetylcholinesterase inhibitor

		109		99		77.85311		95.17239		88.87441		Dopamine D2 antagonist

		110		94		97.17215		99.8313		98.77604		Prostaglandin agonist

		111		94		56.51902		91.9714		82.28201		Calcium regulator

		112		92		52.52143		91.09955		80.29859		Tumour necrosis factor antagonist

		113		89		72.36163		99.22104		94.94039		Aromatase inhibitor

		114		88		68.77527		99.88306		95.32338		Antimitotic

		115		88		78.51179		97.35849		89.47732		5 Hydroxytryptamine 1 antagonist

		116		87		51.9909		98.16233		89.82181		Androgen antagonist

		117		87		75.29727		95.97979		88.7951		Alpha 1 adrenoreceptor antagonist

		118		86		89.50658		98.18631		94.55967		Adrenalin agonist

		119		86		61.79462		97.83359		90.75517		Squalene synthetase inhibitor

		120		85		64.46062		85.66034		76.98088		Sedative

		121		84		55.06842		92.42218		81.2427		Protein kinase C inhibitor

		122		83		64.69229		88.80748		76.47752		Reverse transcriptase inhibitor

		123		82		56.15753		84.48966		72.10414		Urinary incontinence treatment

		124		81		54.79932		83.54689		70.90806		Antineoplastic enhancer

										86.5690080645





un124 ABBA molcut 3

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with molcut 50 attempts.

		Training   Set cut at   0.400

		Evaluating Set cut at   1.000

		AvIAP  0.89328

		SDIAP  0.07275

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		82.87313		86.11065		84.71336		Antineoplastic

		2		1894		86.03454		88.81323		87.4895		Antihypertensive

		3		1492		87.35352		90.19523		88.6591		Psychotropic

		4		1473		94.00426		96.56603		95.40732		Antibacterial

		5		1301		96.61012		98.46003		97.73985		Antibiotic

		6		1164		82.98548		86.65327		84.55894		Antiallergic

		7		962		77.11439		83.32601		80.51389		Antiinflammatory

		8		930		80.50667		85.07181		82.46052		Cognition disorders treatment

		9		812		89.38608		93.31104		91.32798		Hypolipemic

		10		783		83.08108		88.42983		86.14474		Platelet aggregation inhibitor

		11		779		79.74015		86.00118		83.66669		Cardiotonic

		12		710		87.21879		91.23358		89.02278		Anxiolytic

		13		693		80.9762		87.75815		84.75783		Anti-HIV

		14		655		99.04244		99.98176		99.57768		Antibiotic beta Lactam-like

		15		638		83.34885		89.03897		86.74558		Antiviral (AIDS)

		16		626		76.29457		83.17568		79.83745		Immunomodulator

		17		610		76.23048		83.57398		80.17518		Acute neurologic disorders treatment

		18		598		80.80587		88.43687		85.13619		Antiviral

		19		597		88.92676		92.66896		90.71854		Antipsychotic

		20		577		81.78162		86.98983		84.87675		Analgesic

		21		563		67.46715		77.25929		73.12781		Antiarthritic

		22		549		82.46683		87.53737		85.2653		Antidepressant

		23		490		88.33421		94.07847		92.13335		Lipoxygenase inhibitor

		24		473		93.58029		96.84101		95.07262		5 Hydroxytryptamine antagonist

		25		469		87.50967		93.40681		91.03038		Antifungal

		26		465		98.5833		99.80481		99.29814		Angiotensin II antagonist

		27		449		76.94175		84.39426		80.97426		Dermatologic

		28		410		75.91496		84.33994		80.56555		Antianginal

		29		407		76.26485		84.57341		80.93833		Analgesic, non-opioid

		30		380		72.65943		84.91765		80.93163		Anticonvulsant

		31		376		73.45378		85.08437		79.56595		Antiulcerative

		32		373		83.57562		90.56506		87.66741		Antiarrhythmic

		33		372		92.24115		95.75661		94.15588		Leukotriene antagonist

		34		331		90.22381		95.11859		93.04417		Calcium channel antagonist

		35		320		78.61436		87.52928		83.79588		Bronchodilator

		36		319		80.42785		88.84153		85.11054		Antidiabetic

		37		315		99.19875		99.97514		99.64217		Antibiotic Cephalosporin-like

		38		311		84.03813		92.25143		87.38816		Gastric antisecretory

		39		290		93.46712		97.08427		95.70856		5 Hydroxytryptamine agonist

		40		276		75.97916		89.62761		83.48723		Immunosuppressant

		41		276		71.69297		85.43471		79.76485		Antipsoriatic

		42		272		90.53515		96.83453		93.87814		Platelet activating factor antagonist

		43		254		99.8792		99.97447		99.9333		Antibiotic Quinolone-like

		44		250		93.54231		98.00652		96.38095		5 Hydroxytryptamine 1 agonist

		45		247		87.34059		95.46003		91.50996		NMDA antagonist

		46		238		90.8739		96.87951		94.59004		Thromboxane antagonist

		47		236		85.48119		95.2442		90.84593		Chemoprotective

		48		232		90.69862		97.84616		95.42311		Acetyl CoA transferase inhibitor

		49		229		77.5347		89.01448		83.20399		Ophthalmic drug

		50		218		98.63324		99.90125		99.42604		Renin inhibitor

		51		216		89.09807		96.93663		93.47453		Phosphodiesterase inhibitor

		52		212		90.4637		96.69427		94.18043		Antiemetic

		53		209		96.69766		99.32653		98.07889		GP IIb/IIIa antagonist

		54		204		90.34892		96.80974		94.69772		Dopamine antagonist

		55		203		96.14562		99.46316		97.91976		5 Hydroxytryptamine 3 antagonist

		56		203		71.8262		84.12604		77.61943		Vasodilator

		57		200		86.29943		93.93552		91.00408		Adrenalin antagonist

		58		200		82.17387		93.53524		87.91631		Antidiabetic symptomatic

		59		195		78.03032		91.78884		85.92459		Antiglaucomic

		60		194		82.46228		94.24433		90.00368		Prostate disorders treatment

		61		187		85.21295		93.97825		90.50806		Antimigraine

		62		186		89.83818		96.76308		93.86987		Antiacne

		63		184		95.16733		99.84655		98.80531		HMG CoA reductase inhibitor

		64		184		87.93401		96.08825		92.34478		Acetylcholine agonist

		65		174		92.92687		98.77213		96.52328		Substance P antagonist

		66		171		73.9095		88.28331		82.73964		Antiparkinsonian

		67		169		91.02732		97.58399		95.1047		Analgesic, opioid

		68		169		87.88133		97.23135		93.89379		Anticoagulant

		69		166		68.26507		88.22917		81.68695		Antiprotozoal

		70		162		99.5296		99.99435		99.92863		Antibiotic Carbapenem-like

		71		161		89.1606		97.13563		93.83247		Aldose reductase inhibitor

		72		159		91.88372		97.98735		96.01154		5 Hydroxytryptamine 1A agonist

		73		157		66.65827		81.94113		75.05444		Septic shock treatment

		74		156		96.0124		99.14477		97.97075		Potassium channel activator

		75		156		91.63681		99.42675		96.83534		Cholecystokinin antagonist

		76		154		66.94506		79.3413		71.66154		Anticerebroischemic

		77		152		89.96238		99.04872		96.57803		HIV-1 protease inhibitor

		78		150		85.24604		93.9211		90.44196		Alpha adrenoreceptor antagonist

		79		141		93.0488		99.17363		96.82803		5 Alpha reductase inhibitor

		80		138		88.97895		98.97111		96.16385		Acetylcholine muscarinic agonist

		81		137		92.54532		98.70118		96.01382		Antimetabolite

		82		137		89.52277		97.62834		93.59019		Antihistaminic

		83		134		86.55854		97.08563		92.83392		Endothelin antagonist

		84		133		86.09241		96.00437		93.03735		5 Hydroxytryptamine 2 antagonist

		85		128		89.61735		98.39852		94.53889		Phosphodiesterase IV inhibitor

		86		127		79.50707		95.59394		90.46831		Peristaltic stimulant

		87		127		84.50044		97.92635		92.67523		Elastase inhibitor

		88		127		83.1193		94.94395		91.35904		Protease inhibitor

		89		125		78.91056		93.00179		88.12806		Cyclooxygenase inhibitor

		90		125		69.39365		87.0039		77.74898		Diuretic

		91		124		97.31029		99.29271		98.30774		Angiotensin converting enzyme inhibitor

		92		123		90.91603		98.52271		95.52608		Thrombin inhibitor

		93		118		79.32325		92.4234		85.51227		Phospholipase inhibitor

		94		117		84.45829		97.87073		91.58758		Antiemphysemic

		95		117		88.85764		97.35959		93.15012		H+/K+-transporting ATPase inhibitor

		96		117		74.16328		89.03315		82.3485		Lipid peroxidase inhibitor

		97		115		83.88321		94.22417		90.13564		Leukotriene synthesis inhibitor

		98		114		88.809		97.53843		93.95502		Thromboxane synthase inhibitor

		99		114		72.05223		88.26322		81.46764		Antiobesity

		100		113		80.2267		91.35529		86.19428		Phospholipase A2 inhibitor

		101		112		67.87843		87.23465		79.60701		Mediator release inhibitor

		102		109		99.04417		99.94727		99.63302		Antibiotic Macrolide-like

		103		109		71.92888		91.85745		83.64934		Immunostimulant

		104		109		66.7068		88.66038		80.45693		Antiosteoporotic

		105		108		74.67468		93.81424		86.62965		Antihelmintic

		106		107		62.18802		82.70863		75.5439		Irritable Bowel syndrome therapy

		107		106		69.58907		87.65729		78.58029		Spasmolytic

		108		102		87.53685		98.55461		94.51732		Acetylcholinesterase inhibitor

		109		99		87.03468		97.01801		92.8889		Dopamine D2 antagonist

		110		94		97.52767		99.86379		99.00937		Prostaglandin agonist

		111		94		78.45016		93.86057		85.97297		Calcium regulator

		112		92		70.91197		93.64982		84.98195		Tumour necrosis factor antagonist

		113		89		89.24293		99.54048		97.26797		Aromatase inhibitor

		114		88		90.5054		99.91557		96.40714		Antimitotic

		115		88		87.22775		96.41356		92.19564		5 Hydroxytryptamine 1 antagonist

		116		87		81.24122		98.91183		93.58437		Androgen antagonist

		117		87		84.32803		96.55139		92.2609		Alpha 1 adrenoreceptor antagonist

		118		86		87.87595		98.92741		95.61606		Adrenalin agonist

		119		86		83.96438		99.38		95.54108		Squalene synthetase inhibitor

		120		85		62.75214		88.50718		79.11053		Sedative

		121		84		72.85145		94.25942		85.62757		Protein kinase C inhibitor

		122		83		73.81954		89.22863		80.30346		Reverse transcriptase inhibitor

		123		82		66.99845		86.14589		76.42421		Urinary incontinence treatment

		124		81		63.38032		86.37267		77.32591		Antineoplastic enhancer

										89.3282744355





un124 ABBA molcut 2

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with molcut 50 attempts.

		Training   Set cut at   0.600

		Evaluating Set cut at   1.000

		AvIAP  0.90593

		SDIAP  0.06555

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		84.20199		87.68174		85.88657		Antineoplastic

		2		1894		87.07311		90.17411		88.53249		Antihypertensive

		3		1492		88.06663		91.49041		89.54436		Psychotropic

		4		1473		94.48734		96.61651		95.73337		Antibacterial

		5		1301		97.12476		98.67175		97.9217		Antibiotic

		6		1164		83.83789		88.6267		85.71734		Antiallergic

		7		962		79.28106		84.80367		81.96455		Antiinflammatory

		8		930		81.13801		85.93531		83.81541		Cognition disorders treatment

		9		812		90.19112		93.9809		92.29945		Hypolipemic

		10		783		84.42588		89.78188		87.33818		Platelet aggregation inhibitor

		11		779		81.9778		87.82394		85.49924		Cardiotonic

		12		710		88.18898		92.35314		90.2634		Anxiolytic

		13		693		83.26147		89.74868		86.32229		Anti-HIV

		14		655		99.00916		99.98088		99.57523		Antibiotic beta Lactam-like

		15		638		85.33269		92.28407		88.26357		Antiviral (AIDS)

		16		626		78.23364		84.56666		81.27869		Immunomodulator

		17		610		78.74736		86.20586		82.18227		Acute neurologic disorders treatment

		18		598		83.17427		89.5449		86.60353		Antiviral

		19		597		89.66222		93.19863		91.42162		Antipsychotic

		20		577		83.53453		89.81034		86.08943		Analgesic

		21		563		71.35855		78.8281		75.27006		Antiarthritic

		22		549		84.06248		89.04561		86.88324		Antidepressant

		23		490		91.08938		95.52456		93.20559		Lipoxygenase inhibitor

		24		473		94.45952		97.22591		95.55869		5 Hydroxytryptamine antagonist

		25		469		88.31614		93.9738		91.81655		Antifungal

		26		465		98.64851		99.83987		99.35461		Angiotensin II antagonist

		27		449		77.71078		86.32119		82.78764		Dermatologic

		28		410		78.61623		86.22196		82.40607		Antianginal

		29		407		78.47235		86.51547		82.78184		Analgesic, non-opioid

		30		380		78.92563		87.90756		83.77924		Anticonvulsant

		31		376		76.12372		85.43826		81.37826		Antiulcerative

		32		373		86.28285		91.32926		89.2142		Antiarrhythmic

		33		372		92.90437		96.0873		94.69798		Leukotriene antagonist

		34		331		91.72924		95.85474		93.59689		Calcium channel antagonist

		35		320		81.99881		89.50744		85.84888		Bronchodilator

		36		319		82.33904		90.72938		86.56449		Antidiabetic

		37		315		99.21988		99.9751		99.64067		Antibiotic Cephalosporin-like

		38		311		83.44784		93.53536		88.61083		Gastric antisecretory

		39		290		94.98599		97.68812		96.48		5 Hydroxytryptamine agonist

		40		276		78.57559		89.63335		85.19044		Immunosuppressant

		41		276		76.20001		87.74539		81.59801		Antipsoriatic

		42		272		91.78838		97.97817		95.16029		Platelet activating factor antagonist

		43		254		99.87662		99.9728		99.93748		Antibiotic Quinolone-like

		44		250		94.98181		98.28045		96.95888		5 Hydroxytryptamine 1 agonist

		45		247		89.0691		95.90747		92.77647		NMDA antagonist

		46		238		92.03564		97.18651		95.18295		Thromboxane antagonist

		47		236		87.22136		96.21896		91.68617		Chemoprotective

		48		232		92.02421		98.40074		95.88121		Acetyl CoA transferase inhibitor

		49		229		79.35671		89.59813		84.9949		Ophthalmic drug

		50		218		98.95748		99.90722		99.52287		Renin inhibitor

		51		216		91.19134		97.37331		94.92896		Phosphodiesterase inhibitor

		52		212		90.15172		98.03494		95.00253		Antiemetic

		53		209		96.66219		99.41995		98.34544		GP IIb/IIIa antagonist

		54		204		92.75296		97.46425		95.83557		Dopamine antagonist

		55		203		96.21114		99.42489		98.202		5 Hydroxytryptamine 3 antagonist

		56		203		74.79544		85.6721		80.17106		Vasodilator

		57		200		88.88029		96.06665		92.69136		Adrenalin antagonist

		58		200		84.15219		93.96731		89.92721		Antidiabetic symptomatic

		59		195		81.36968		93.4103		87.79707		Antiglaucomic

		60		194		87.20532		96.47198		91.41998		Prostate disorders treatment

		61		187		86.36276		94.52775		91.90535		Antimigraine

		62		186		90.99702		98.11834		94.96698		Antiacne

		63		184		97.03344		99.87406		99.10129		HMG CoA reductase inhibitor

		64		184		88.52758		96.18614		92.88253		Acetylcholine agonist

		65		174		95.49971		99.26352		97.3926		Substance P antagonist

		66		171		79.91989		89.08774		85.33012		Antiparkinsonian

		67		169		91.60409		98.67257		95.89612		Analgesic, opioid

		68		169		88.09919		97.84616		94.76456		Anticoagulant

		69		166		75.94435		89.99371		83.60098		Antiprotozoal

		70		162		99.64322		99.9965		99.94939		Antibiotic Carbapenem-like

		71		161		89.1399		97.55018		95.07498		Aldose reductase inhibitor

		72		159		94.87923		98.31755		96.7092		5 Hydroxytryptamine 1A agonist

		73		157		69.5504		85.25039		76.75394		Septic shock treatment

		74		156		96.85022		99.50982		98.39356		Potassium channel activator

		75		156		94.28554		99.60636		97.49138		Cholecystokinin antagonist

		76		154		66.2908		79.71402		74.20667		Anticerebroischemic

		77		152		91.47029		99.13324		97.51904		HIV-1 protease inhibitor

		78		150		87.02053		95.41841		91.90248		Alpha adrenoreceptor antagonist

		79		141		93.45828		99.26656		97.13584		5 Alpha reductase inhibitor

		80		138		89.40397		98.6202		96.69144		Acetylcholine muscarinic agonist

		81		137		93.44019		98.8229		96.45468		Antimetabolite

		82		137		90.32844		97.8379		94.26997		Antihistaminic

		83		134		88.96227		97.38061		93.49894		Endothelin antagonist

		84		133		87.78691		96.86201		94.27254		5 Hydroxytryptamine 2 antagonist

		85		128		90.05305		98.55762		95.03842		Phosphodiesterase IV inhibitor

		86		127		86.59635		97.14232		92.22202		Peristaltic stimulant

		87		127		86.11304		97.56721		93.96057		Elastase inhibitor

		88		127		85.65422		96.15028		92.06432		Protease inhibitor

		89		125		84.90585		93.62975		89.82826		Cyclooxygenase inhibitor

		90		125		72.3006		91.1639		81.44087		Diuretic

		91		124		97.51434		99.46631		98.56306		Angiotensin converting enzyme inhibitor

		92		123		90.37336		98.96938		96.05882		Thrombin inhibitor

		93		118		81.8592		93.17519		87.66342		Phospholipase inhibitor

		94		117		87.7565		98.78256		92.85413		Antiemphysemic

		95		117		88.35577		97.97719		93.93494		H+/K+-transporting ATPase inhibitor

		96		117		77.38752		90.02964		84.54857		Lipid peroxidase inhibitor

		97		115		87.01184		94.55991		91.54215		Leukotriene synthesis inhibitor

		98		114		91.12762		97.76309		94.59425		Thromboxane synthase inhibitor

		99		114		71.23731		90.43862		83.27169		Antiobesity

		100		113		80.99805		93.36897		88.16759		Phospholipase A2 inhibitor

		101		112		74.41863		87.67139		82.00974		Mediator release inhibitor

		102		109		99.24524		99.93307		99.68882		Antibiotic Macrolide-like

		103		109		76.42621		91.05058		84.82776		Immunostimulant

		104		109		74.76493		88.98905		83.16936		Antiosteoporotic

		105		108		76.61487		94.52016		88.15319		Antihelmintic

		106		107		70.68397		86.27782		78.3914		Irritable Bowel syndrome therapy

		107		106		70.65015		89.2909		81.16026		Spasmolytic

		108		102		89.52644		98.95195		95.60258		Acetylcholinesterase inhibitor

		109		99		86.67001		97.47382		93.92568		Dopamine D2 antagonist

		110		94		97.61101		99.91939		99.05828		Prostaglandin agonist

		111		94		75.97902		93.3336		86.81067		Calcium regulator

		112		92		77.12532		94.65054		87.05195		Tumour necrosis factor antagonist

		113		89		93.87366		99.62072		97.74446		Aromatase inhibitor

		114		88		90.87843		99.91456		96.67419		Antimitotic

		115		88		89.19205		97.01079		93.43095		5 Hydroxytryptamine 1 antagonist

		116		87		87.37125		99.25141		94.94453		Androgen antagonist

		117		87		86.86275		97.68426		93.69165		Alpha 1 adrenoreceptor antagonist

		118		86		90.97174		99.65528		96.30679		Adrenalin agonist

		119		86		83.08095		99.34726		96.65838		Squalene synthetase inhibitor

		120		85		70.56853		88.27992		82.19048		Sedative

		121		84		77.92627		97.42945		88.07201		Protein kinase C inhibitor

		122		83		71.91617		91.21172		82.26186		Reverse transcriptase inhibitor

		123		82		69.73787		88.38262		80.02403		Urinary incontinence treatment

		124		81		70.02876		88.64155		80.37802		Antineoplastic enhancer

										90.5926126613





un124 ABBA molcut 1

		D:\User\Filimonov\PASS C&T\New Spleet\unpr124.SAR

		Two subsets IAP CP with molcut 50 attempts.

		Training   Set cut at   0.800

		Evaluating Set cut at   1.000

		AvIAP  0.91398

		SDIAP  0.06028

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		85.23069		88.01564		86.5268		Antineoplastic

		2		1894		87.69463		90.40225		89.12879		Antihypertensive

		3		1492		88.44352		91.74162		90.02597		Psychotropic

		4		1473		94.56569		96.82267		95.86777		Antibacterial

		5		1301		97.30002		98.67541		98.02091		Antibiotic

		6		1164		84.5642		88.52729		86.48928		Antiallergic

		7		962		80.69906		85.36173		82.97905		Antiinflammatory

		8		930		82.33978		87.39976		84.87797		Cognition disorders treatment

		9		812		91.36554		94.50881		92.85934		Hypolipemic

		10		783		85.59065		90.21599		88.05753		Platelet aggregation inhibitor

		11		779		82.97108		88.60338		86.57945		Cardiotonic

		12		710		89.40848		92.55337		90.90657		Anxiolytic

		13		693		85.16746		90.80004		87.73555		Anti-HIV

		14		655		99.00041		99.98651		99.57613		Antibiotic beta Lactam-like

		15		638		86.82879		92.42644		89.39625		Antiviral (AIDS)

		16		626		79.80897		85.54415		82.14509		Immunomodulator

		17		610		79.90316		87.19543		83.62463		Acute neurologic disorders treatment

		18		598		84.57015		89.66573		87.46332		Antiviral

		19		597		90.47231		93.65846		91.94152		Antipsychotic

		20		577		84.9114		89.85662		87.20905		Analgesic

		21		563		72.59707		81.8769		76.89073		Antiarthritic

		22		549		85.72167		90.33147		87.80164		Antidepressant

		23		490		91.8746		95.76284		93.81341		Lipoxygenase inhibitor

		24		473		94.47429		97.20094		95.82933		5 Hydroxytryptamine antagonist

		25		469		90.32207		94.38639		92.35213		Antifungal

		26		465		98.92408		99.86222		99.40472		Angiotensin II antagonist

		27		449		80.22574		87.04479		83.69323		Dermatologic

		28		410		80.1017		86.96141		83.29327		Antianginal

		29		407		80.68383		87.24646		84.02322		Analgesic, non-opioid

		30		380		82.28192		88.08856		85.19793		Anticonvulsant

		31		376		79.61507		87.67512		82.94778		Antiulcerative

		32		373		87.57557		92.73848		90.20953		Antiarrhythmic

		33		372		93.19056		96.56278		95.04323		Leukotriene antagonist

		34		331		91.84289		96.24982		94.03687		Calcium channel antagonist

		35		320		82.22934		90.66226		87.0433		Bronchodilator

		36		319		83.47357		91.92981		87.6648		Antidiabetic

		37		315		99.21406		99.9797		99.64545		Antibiotic Cephalosporin-like

		38		311		84.67783		92.98744		89.34053		Gastric antisecretory

		39		290		95.45445		97.80881		96.92074		5 Hydroxytryptamine agonist

		40		276		81.49149		90.73445		85.99622		Immunosuppressant

		41		276		76.21052		88.64931		82.96705		Antipsoriatic

		42		272		92.99009		97.98924		95.87239		Platelet activating factor antagonist

		43		254		99.89423		99.97622		99.93877		Antibiotic Quinolone-like

		44		250		95.63534		98.5707		97.31416		5 Hydroxytryptamine 1 agonist

		45		247		89.75788		96.93713		93.8273		NMDA antagonist

		46		238		92.85098		97.66367		95.54941		Thromboxane antagonist

		47		236		87.39236		96.06995		92.174		Chemoprotective

		48		232		92.90981		98.46094		96.21648		Acetyl CoA transferase inhibitor

		49		229		80.9494		91.04843		86.19044		Ophthalmic drug

		50		218		98.98526		99.89984		99.54279		Renin inhibitor

		51		216		92.17817		97.93801		95.55106		Phosphodiesterase inhibitor

		52		212		90.5216		98.31558		95.26602		Antiemetic

		53		209		97.11324		99.30742		98.44378		GP IIb/IIIa antagonist

		54		204		94.20509		97.74408		96.37677		Dopamine antagonist

		55		203		96.74954		99.59421		98.313		5 Hydroxytryptamine 3 antagonist

		56		203		76.24043		87.50322		82.049		Vasodilator

		57		200		89.64758		96.34291		93.59689		Adrenalin antagonist

		58		200		86.90822		94.38869		91.02129		Antidiabetic symptomatic

		59		195		82.24635		94.103		88.83805		Antiglaucomic

		60		194		87.87365		96.04815		92.06813		Prostate disorders treatment

		61		187		89.12042		95.17082		92.627		Antimigraine

		62		186		91.73062		97.75341		95.57819		Antiacne

		63		184		96.80137		99.85911		99.1312		HMG CoA reductase inhibitor

		64		184		89.57343		95.91533		93.36179		Acetylcholine agonist

		65		174		95.89365		99.32482		97.81731		Substance P antagonist

		66		171		81.15299		90.76784		86.68955		Antiparkinsonian

		67		169		92.87537		98.42523		96.33512		Analgesic, opioid

		68		169		91.37215		97.81893		95.34225		Anticoagulant

		69		166		78.51093		90.97114		85.4155		Antiprotozoal

		70		162		99.61544		99.99856		99.95409		Antibiotic Carbapenem-like

		71		161		90.18707		97.77215		95.4968		Aldose reductase inhibitor

		72		159		95.61957		98.38089		97.09717		5 Hydroxytryptamine 1A agonist

		73		157		69.93385		84.74543		78.76614		Septic shock treatment

		74		156		96.84377		99.5725		98.62611		Potassium channel activator

		75		156		94.90136		99.64183		97.84821		Cholecystokinin antagonist

		76		154		69.82697		82.06883		76.43546		Anticerebroischemic

		77		152		94.80409		99.21337		97.77531		HIV-1 protease inhibitor

		78		150		88.19513		96.49357		93.24338		Alpha adrenoreceptor antagonist

		79		141		93.86681		99.43271		97.24713		5 Alpha reductase inhibitor

		80		138		94.77008		98.74982		96.99443		Acetylcholine muscarinic agonist

		81		137		93.92313		98.88783		96.85986		Antimetabolite

		82		137		90.06811		98.77479		94.70129		Antihistaminic

		83		134		89.90567		97.28662		94.02413		Endothelin antagonist

		84		133		92.29597		97.27311		94.72467		5 Hydroxytryptamine 2 antagonist

		85		128		90.89776		98.85167		95.90854		Phosphodiesterase IV inhibitor

		86		127		88.55364		98.03995		93.0154		Peristaltic stimulant

		87		127		88.67419		97.74758		94.55816		Elastase inhibitor

		88		127		86.0114		96.23573		92.59558		Protease inhibitor

		89		125		86.15397		94.60366		90.77834		Cyclooxygenase inhibitor

		90		125		73.5603		92.06632		83.80978		Diuretic

		91		124		97.55011		99.54002		98.65622		Angiotensin converting enzyme inhibitor

		92		123		90.45467		98.95418		96.35789		Thrombin inhibitor

		93		118		81.74385		92.75911		88.71047		Phospholipase inhibitor

		94		117		89.64432		97.83641		93.65528		Antiemphysemic

		95		117		90.9697		97.88063		94.7032		H+/K+-transporting ATPase inhibitor

		96		117		78.94038		93.18169		85.41346		Lipid peroxidase inhibitor

		97		115		88.25252		95.6551		92.49158		Leukotriene synthesis inhibitor

		98		114		91.32853		97.83067		94.86345		Thromboxane synthase inhibitor

		99		114		72.40897		89.98391		84.5302		Antiobesity

		100		113		82.59692		93.35186		89.21255		Phospholipase A2 inhibitor

		101		112		77.73118		90.378		83.37643		Mediator release inhibitor

		102		109		99.25178		99.94509		99.72816		Antibiotic Macrolide-like

		103		109		78.89485		92.92021		86.00421		Immunostimulant

		104		109		76.78578		90.55051		84.55389		Antiosteoporotic

		105		108		79.59345		94.33522		88.65727		Antihelmintic

		106		107		72.54221		86.81352		80.39059		Irritable Bowel syndrome therapy

		107		106		74.80705		89.90175		83.34748		Spasmolytic

		108		102		91.51033		98.85814		96.02026		Acetylcholinesterase inhibitor

		109		99		89.78214		97.33107		94.84461		Dopamine D2 antagonist

		110		94		97.86844		99.90028		99.14452		Prostaglandin agonist

		111		94		80.6753		93.88716		87.66275		Calcium regulator

		112		92		79.73602		95.00119		87.95166		Tumour necrosis factor antagonist

		113		89		95.48005		99.73353		98.21983		Aromatase inhibitor

		114		88		91.80832		99.89263		96.87467		Antimitotic

		115		88		88.7343		97.05202		94.08581		5 Hydroxytryptamine 1 antagonist

		116		87		88.96303		99.37052		95.50127		Androgen antagonist

		117		87		88.91838		97.33174		94.39201		Alpha 1 adrenoreceptor antagonist

		118		86		92.19964		99.71928		96.9521		Adrenalin agonist

		119		86		93.04227		99.34201		97.44492		Squalene synthetase inhibitor

		120		85		74.60172		89.56186		83.36481		Sedative

		121		84		82.27627		96.34748		89.97732		Protein kinase C inhibitor

		122		83		75.88608		93.41677		83.94583		Reverse transcriptase inhibitor

		123		82		73.81691		90.58875		82.73428		Urinary incontinence treatment

		124		81		71.65713		89.52532		83.1165		Antineoplastic enhancer

										91.3977353226





un124 ABBA molcut 0
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		Two subsets IAP CP with molcut 50 attempts.

		Training   Set cut at   1.000

		Evaluating Set cut at   1.000

		AvIAP  0.91949

		SDIAP  0.05689

		No		Amount		Minimum IAP		Maximum IAP		Average IAP		Activity

		1		2410		85.16227		88.42707		86.96898		Antineoplastic

		2		1894		88.06044		91.10072		89.55428		Antihypertensive

		3		1492		89.04853		91.98681		90.41257		Psychotropic

		4		1473		94.60956		96.90883		96.01392		Antibacterial

		5		1301		97.45063		98.79897		98.07301		Antibiotic

		6		1164		85.34038		89.11652		86.98736		Antiallergic

		7		962		81.48821		86.31436		83.81136		Antiinflammatory

		8		930		83.41434		87.50759		85.47339		Cognition disorders treatment

		9		812		91.54003		94.61966		93.17712		Hypolipemic

		10		783		86.37854		91.14091		88.60103		Platelet aggregation inhibitor

		11		779		85.54176		89.31145		87.3708		Cardiotonic

		12		710		89.58302		93.28021		91.37691		Anxiolytic

		13		693		86.22594		91.07046		88.53102		Anti-HIV

		14		655		99.00158		99.98292		99.58105		Antibiotic beta Lactam-like

		15		638		87.84107		92.75997		90.17661		Antiviral (AIDS)

		16		626		79.92014		85.91948		82.90922		Immunomodulator

		17		610		81.29372		87.86137		84.66618		Acute neurologic disorders treatment

		18		598		84.82024		90.58145		88.06292		Antiviral

		19		597		90.75672		93.84941		92.2889		Antipsychotic

		20		577		85.62514		89.63802		87.9183		Analgesic

		21		563		73.89243		82.64041		77.79189		Antiarthritic

		22		549		86.4774		90.56841		88.44124		Antidepressant

		23		490		92.46047		96.08536		94.17693		Lipoxygenase inhibitor

		24		473		94.82524		97.44482		96.0342		5 Hydroxytryptamine antagonist

		25		469		90.45566		94.47126		92.72846		Antifungal

		26		465		98.92984		99.86916		99.42159		Angiotensin II antagonist

		27		449		80.26071		87.11418		84.61226		Dermatologic

		28		410		80.66763		87.04936		83.92223		Antianginal

		29		407		81.07851		87.53628		84.85791		Analgesic, non-opioid

		30		380		83.25109		89.48174		86.35168		Anticonvulsant

		31		376		80.6877		87.77884		83.91738		Antiulcerative

		32		373		88.2672		93.09741		90.90377		Antiarrhythmic

		33		372		93.51699		96.50521		95.28943		Leukotriene antagonist

		34		331		92.43013		96.14348		94.38216		Calcium channel antagonist

		35		320		83.17283		91.06944		87.84351		Bronchodilator

		36		319		83.77113		92.26855		88.50776		Antidiabetic

		37		315		99.24836		99.97861		99.64858		Antibiotic Cephalosporin-like

		38		311		84.85427		93.47503		89.80428		Gastric antisecretory

		39		290		95.91984		98.15255		97.14217		5 Hydroxytryptamine agonist

		40		276		81.77608		91.23008		86.89821		Immunosuppressant

		41		276		78.68126		89.00774		83.9252		Antipsoriatic

		42		272		92.74109		98.29019		96.28403		Platelet activating factor antagonist

		43		254		99.89352		99.97815		99.94016		Antibiotic Quinolone-like

		44		250		95.97105		98.7713		97.5022		5 Hydroxytryptamine 1 agonist

		45		247		90.98307		97.0004		94.46092		NMDA antagonist

		46		238		92.93377		97.67978		95.79047		Thromboxane antagonist

		47		236		89.1366		96.5206		92.66353		Chemoprotective

		48		232		93.70616		98.83415		96.45358		Acetyl CoA transferase inhibitor

		49		229		80.62745		91.38315		86.98974		Ophthalmic drug

		50		218		99.00678		99.91574		99.57011		Renin inhibitor

		51		216		93.68448		98.13238		95.98405		Phosphodiesterase inhibitor

		52		212		92.84056		98.38882		95.67752		Antiemetic

		53		209		97.21979		99.41777		98.52726		GP IIb/IIIa antagonist

		54		204		94.76188		97.87541		96.64799		Dopamine antagonist

		55		203		96.78984		99.57146		98.39443		5 Hydroxytryptamine 3 antagonist

		56		203		77.8311		87.82585		83.42718		Vasodilator

		57		200		90.96736		96.68768		94.22365		Adrenalin antagonist

		58		200		88.42248		95.13013		91.66167		Antidiabetic symptomatic

		59		195		84.5662		95.02248		89.62628		Antiglaucomic

		60		194		88.67299		96.79447		92.48512		Prostate disorders treatment

		61		187		90.69715		95.77519		93.30511		Antimigraine

		62		186		92.20499		98.17927		95.9529		Antiacne

		63		184		97.24129		99.87188		99.22899		HMG CoA reductase inhibitor

		64		184		90.83582		96.16587		93.76345		Acetylcholine agonist

		65		174		96.21876		99.33971		98.09161		Substance P antagonist

		66		171		84.34336		92.51977		87.82394		Antiparkinsonian

		67		169		94.25368		98.7213		96.70473		Analgesic, opioid

		68		169		91.10172		97.97263		95.6152		Anticoagulant

		69		166		81.55419		90.48237		86.22212		Antiprotozoal

		70		162		99.77175		99.99856		99.9632		Antibiotic Carbapenem-like

		71		161		91.12697		98.05006		95.8803		Aldose reductase inhibitor

		72		159		95.80639		98.53669		97.34218		5 Hydroxytryptamine 1A agonist

		73		157		71.85095		85.61527		79.66104		Septic shock treatment

		74		156		97.62627		99.5751		98.74167		Potassium channel activator

		75		156		94.51824		99.6518		98.05709		Cholecystokinin antagonist

		76		154		71.62994		83.20317		77.73643		Anticerebroischemic

		77		152		94.54907		99.26885		98.0225		HIV-1 protease inhibitor

		78		150		89.62157		96.42189		93.96983		Alpha adrenoreceptor antagonist

		79		141		94.1949		99.37769		97.39351		5 Alpha reductase inhibitor

		80		138		94.46322		98.8466		97.24065		Acetylcholine muscarinic agonist

		81		137		94.51416		98.95864		97.14481		Antimetabolite

		82		137		90.79779		98.81237		95.16463		Antihistaminic

		83		134		89.89058		97.70878		94.40953		Endothelin antagonist

		84		133		92.61729		97.41817		94.97395		5 Hydroxytryptamine 2 antagonist

		85		128		92.42979		99.37757		96.44056		Phosphodiesterase IV inhibitor

		86		127		88.96197		98.13461		93.45814		Peristaltic stimulant

		87		127		91.60781		97.95966		95.06292		Elastase inhibitor

		88		127		85.42188		96.76893		92.96944		Protease inhibitor

		89		125		87.35716		94.77319		91.40904		Cyclooxygenase inhibitor

		90		125		76.78183		92.66893		85.58086		Diuretic

		91		124		97.78872		99.54089		98.74072		Angiotensin converting enzyme inhibitor

		92		123		90.98395		99.09401		96.5729		Thrombin inhibitor

		93		118		83.3444		93.12582		89.59356		Phospholipase inhibitor

		94		117		90.04453		98.72605		94.06906		Antiemphysemic

		95		117		92.0292		97.87264		95.16465		H+/K+-transporting ATPase inhibitor

		96		117		80.70952		93.74804		86.61948		Lipid peroxidase inhibitor

		97		115		89.82248		96.0301		93.15505		Leukotriene synthesis inhibitor

		98		114		91.49533		98.10781		95.04911		Thromboxane synthase inhibitor

		99		114		73.78842		90.30605		85.43584		Antiobesity

		100		113		84.28066		93.28094		90.10777		Phospholipase A2 inhibitor

		101		112		78.87132		89.76432		84.48024		Mediator release inhibitor

		102		109		99.3626		99.94293		99.74097		Antibiotic Macrolide-like

		103		109		78.49839		92.62714		86.42815		Immunostimulant

		104		109		76.94494		90.10339		85.15596		Antiosteoporotic

		105		108		80.27419		94.93755		89.45422		Antihelmintic

		106		107		75.71353		87.30965		81.93744		Irritable Bowel syndrome therapy

		107		106		75.77469		89.47603		84.57318		Spasmolytic

		108		102		91.68112		98.9059		96.48061		Acetylcholinesterase inhibitor

		109		99		91.51191		97.49938		95.30204		Dopamine D2 antagonist

		110		94		97.95356		99.90464		99.16936		Prostaglandin agonist

		111		94		80.63684		95.27254		88.09003		Calcium regulator

		112		92		79.997		94.87343		88.80949		Tumour necrosis factor antagonist

		113		89		96.59429		99.6912		98.37821		Aromatase inhibitor

		114		88		91.52989		99.89716		96.91395		Antimitotic

		115		88		89.7641		97.29873		94.4497		5 Hydroxytryptamine 1 antagonist

		116		87		88.89605		99.39024		95.87489		Androgen antagonist

		117		87		90.87998		98.04243		95.0064		Alpha 1 adrenoreceptor antagonist

		118		86		94.71933		99.7656		97.40967		Adrenalin agonist

		119		86		93.29817		99.58798		98.09763		Squalene synthetase inhibitor

		120		85		75.36325		90.17565		84.20634		Sedative

		121		84		83.30464		97.44548		90.66158		Protein kinase C inhibitor

		122		83		75.97729		92.97598		85.49964		Reverse transcriptase inhibitor

		123		82		78.01449		91.33018		84.32777		Urinary incontinence treatment

		124		81		75.12908		92.5218		84.46632		Antineoplastic enhancer
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