ABTOp naHHOM MeToau4Ku — EBrennit Paguenko
MockoBckuii I'ocynapcTBeHHbIN Y HUBEPCUTET

IIpakTHYeCKOE 3aHATHE 10 KYPCY
«OCHOBBI KOMIILIOTEPHOI'0 MOJIEKVJISAPHOro Moaeauposanusa 1 OSAR»

MoaeanpoBaHnHe CBA3H CTPYKTYPbI M AKTHBHOCTH OPraHMYEeCKUX COeJMHEHUN U
NPOrHO3MPOBaHNe UX CBOMCTB € MOMOUIBIO OHJIaliHOBOI miaTgopmsl OCHEM

3agaun

1. 3HaKOMCTBO ¢ OHJIAItHOBOH TUTaThopMmoii MmoaenupoBanust OCHEM
2. Peructpanus B cucteme

3. 3arpy3Ka IaHHBIX O CTPYKTypE M aKTUBHOCTH/CBOHCTBAaX

4. ITocTpoeHne MoJeNeit CBSI3U CTPYKTYPBI U aKTUBHOCTH

5. IIporHo3upoBaHue CBOWCTB

1. 3nakomcTBO ¢ OHJIalHOBOM M1aTdopmoii moneanposannss OCHEM
OCHEM — Online Chemical Modeling Environment

Pa3zpabateiBaercs MccnemoBatenbckuM 1eHTpoM uM. [enpmrosbina (Mrouxen, ['epmanusi) wu
kommnanueit eADMET B mapTHepcTBE ¢ BEOYUIMMH HCCIEOBATEIBCKUMHU TPYyNIIaMUd B 00JacTu
XeMOMH(OPMATUKH 110 BCEMY MHPY

https://www.ochem.eu/

* Pacnpenenennas unrepHeT-mIaTdopma

* BBoj, XpaHeHHe, MOUCK JAHHBIX 110 CTPYKTYpPE M aKTUBHOCTH/CBOWCTBAM

* TlocTpoeHue mpeacKa3zaTeNbHBIX MOJEJCH: MIMPOKUA BBHIOOP JECKPUIITOPOB, METOIOB
MalIMHHOTO 00y4€HHUs U IPOLEAYp BaluAaluu

* [IporHo3upoBaHne aKTUBHOCTH/CBOMCTB JIsi HOBBIX CTPYKTYP

*  KoHTponb 0651aCTH NPUMEHUMOCTH MOJIEEN

*  Bo3MoxHOCTh yONMKAIMK JAHHBIX U MOJENel A1 oOLIero 1ocTymna

¢ JIOMONHUTENBHO: CKPUHHUHT CTPYKTYp 10 TokcodopHbM rpymmam (ToxAlerts)

* JlomoysHUTENBHO: CpaBHEHHE BHIOOPOK coennHenuit (SetCompare)

* (Pexxum MHTEIIEKTYaIbHOM COOCTBEHHOCTH)

Online chemical database

with modeling environment

Home v Database~v Models~

2. Peructpanus B cucreme

* B npaBom BepxHEM yIily CTpaHMIIbI IIEIKHUTE create account

* Bsenure o0s3aTenbHYI0 (OTMEUEHA 3BE3/J0YKAMHU) M TPHU KEJIAHUH JOTOJHUTEIHHYIO
MH(pOpPMaLINIO

e [IpounTaiiTe yciaoBuUs UCIIOIB30BAHNUS



¢ Haxwmwure KHOIIKY | I ACCEPT. CREATE MY ACCOUNT. ‘

* Eme pa3 moaTBepMTe COTIACHEe C YCIOBUSMH

Information

Login* (min. 4 characters and max. 20 characters)

| cHECK AVAILABILITY

Personal Inf ion

Title* - please select --[]

Affiliation Lomonosov Moscow Stat

Form of organization*  Academic

Wensie —

e Jlns BXOJ@ B CUCTEMY B IIPAaBOM BEPXHEM YIUIy CTPAHMIIBI IIEIKHUTE log in
* Breaute uaeHTU(UKATOP U MAPOIIH

Already have an account?

If you already have an account, please enter you login and password below:

LoginiD | |

Password | |

LOGIN PASSWORD REMINDER

* HaxMuTe KHOIKY

gsecung,
&

&7 vos,,,
&
20 5 e

&

POSITIVE
SSL

7 O
"0 gy o

3. 3arpy3ka JaHHBIX 0 CTPYKTYpPe U AKTHBHOCTH/CBOICTBAX

OOm1ast cxema XpaHeHUs1 HHPOPMAIIUHN O CTPYKTYpe B aKTUBHOCTH coennHeHnii B cuicteme OCHEM

Molecules

Properties Units
laglrmrmal/L) (concentadion)
log(IGC50-1) (concentration) 1083 records
=lag{mg} concentration)
LogPsuy (dimensionless) 21 records CAD) {conoentrafion
LogPsin(ion) (dimansionless) 21 recoeds i [conceniration)
LogPl (dimensionless) 35 records “log {mmald.) (concentiation]
Records i Conditions
= 1) = 2.02 - Temperature = 5.0 =
= @ log(IGC50 2.02 -log (mmoliL) P 250 — p— pEe——
| 7 :
» H Combinatonal QSAR modeling of chemical toxicants tested aga... TR JEEEELY
fad ) ) dose {concentration)
% Journg of chemical information and modeiing 2008: 40 (4) 766-04
L = . Concentration {concentration)
2 2579209, phenyipropargyl aldehyde midnightery etk : .
Articles

‘Seirk 0 Sk BEZhn, Ehssasin, Wi Gashy, JFTirg X:
MADPH- and 1 Viation catalyzad by
@ variant fomm {4320 4535} of human cytochrome P4SD 181,
Thes doumal of sh Shoserisiny and ok by 2808 T4 1121 14
Futited - AT G132

Fhang LTru WD, ThGobralkn A Toea, A
QEAR MOOING of 710 Biooc-brain DA DAMTAAL iy 1 Chorsg nani:
eompaunds:
[EI— 008 25 g3} 10018

508 - Puphies - AricseiD: QIETT
Tt K Tepahe, AFourchas, Diemat, APape § Cransben, B.0bam, Toes, FiChukmsss Afelke, 1

Gombinaioral GEAR madeling of chemical taxicarts teated againg! Tebanymena
Friomie

Journals

Joumal

1544 1008 -+
T30 - b - Precis - Akl QB84

1554 003!

3o
|85 154866556

of chemical nfarmation and computer sciences
E5.2338




MBI 3arpy3uM JaHHbIE IO YIPOUIEHHOM MpoLeaype (B 4aCTHOCTH, 0€3 CChUIOK HAa OpUTHMHAJIbHBIE
ny6nukanun). Iporece 3arpy3ku BKII0UaeT HECKOJIBKO I1aroB.

* B mento Database Beibepure Batch data upload.
* BriOepute daiin co CBOMM 3aJlaHMeM M YCTAaHOBUTE YKa3aHHBbIC Ha PUCYHKe (praxkku (He
uckarthb ganaeie B PubChem/PubMed, He myOnmMkoBaTh 3arpyXeHHYIO 0a3y).

¢ Haxwmure kaonky Upload.
Select a file to upload

Upload file
Choose File | 20GS_hCHRM3_98_Ki.sdf

rSettings:

[l Allow molecule lookup by name on PubChem
[ Allow article lookup by PMID on PubMed
vl Make the uploaded records hidden

Upload

¢ TlosBusiercst 5kpaH BBIOOpA CTOIOOB (TIOJICH) AT UMIIOPTA.

20GS_hCHRM3_98_Ki.sdf

¥ MOLECULE |CdId []ACTIVITY_ID [|COMPOUND_ID Compound Synonyms
12325290000 999 V2000 4.0: 1 2885019 433188 2760.0

1231618000 0 999 V2000 4.0¢ 2 2885021 125692 1300.0

12317200000 999 V2000 -0.6 3 2880828 109405 67.0

1231517000 0 999 V2000 3.1¢ 4 2904637 144434 1400.0

12329320000 999 V2000 -0.8 5 2983754 346194 14.0

1232123001 0999 V2000 0.0% 6 2972544 195 1.0 Isopto Atropine, Atropine
12319220000 999 V2000 0.0( 7 2976998 109477 1360.0

1231517000 0 999 V2000 1.8: 8 2977042 423746 67000.0

12318210000 999 V2000 -1.4 9 2971588 322144 204.0

12323270000 999 V2000 -2.0 10 2971727 113397 56.0

* [llenkHUTE 3aTrOJIOBOK CTONONA C IENIEBBIM CBOWCTBOM (B AaHHOM ciydae Ki) u BeiOepure
BHJI cTosiOna Property.

* TlosBnsieTcs CIUCOK 3aperuCTPUPOBAHHBIX B CHCTEME CBOWCTB, HO OHM HaM HE TOAXOJIST,
IIO2TOMY Ha’KUMaeM create new property .

* Bsegure (crommpyiite u3 (aiina Targets.doc) nadopmanno 0 MOIECITUPYEMON aKTUBHOCTH:
UMsl, TUI, CKPBITOE CBOWCTBO (TOJNBKO 1Sl ceOsl), eqUHMIBI u3MepeHus (HM), omnmcaHue
(momxHO coaepxkath HEe MeHee 50 CUMBOJIOB). 3aTeM HaXKMUTE .

Name:|Ki_hCHRM3 Type:  Numeric Z] Hidden property (-] Make public [?]
property name is good and length is 9
System of units
Concentration [] Defautt unit: |nM [~]
Tags [+] No tags selected

Obligatory Conditions
[+

Aliases

(comma separated list of the other names, i.e. synonyms, for this property,

Description

Ki_hCHRM3
ACM3_HUMAN Muscarinic acetylcholine receptor M3




* (CkomnupyiTe UMl HOBOTO CBOMCTBA B I10JI€ IOMCKA U HAXMUTE search
Type part of name to filter: Ki_hCHRM3 search

*  YroObl BEIOPATh HYXKHYIO aKTHBHOCTb, IIEJIKHUTE 3€JIEHbIN 3HAUOK v/

(v WV4| 3" Ki_hCHRM3
select

* BepHyBmMCh Ha DJKpaH BbIOOpPa CTOJOLOB JJIsi HWMIIOPTA, IISIKHUTE 3arojoBOK
ACTIVITY _ID u BeiGepute Bux ctonbna Known column. B crincke BeiOepute recordid u
Haxxmure OK.

* OcranbHble CTOIOLBI HAM HE TOTPEOYIOTCS.

20GS_hCHRM3_98_Ki.sdf

¥ MOLECULE "1Cdld [ recordid [ COMPOUND_ID (] Compound Synonyms
1232529000 0999 V2000 4.0: 1 2885019 433188 2760.0

1231618000 0 999 V2000 4.0¢ 2 2885021 125692 1300.0

1231720000 0999 V2000 -0.6 3 2880828 109405 67.0

1231517000 0 999 V2000 3.1¢ 4 2904637 144434 1400.0

1232932000 0999 V2000 -0.8 5 2983754 346194 14.0

123212300 10999 V2000 0.0 6 2972544 195 1.0 Isopto Atropine, Atropine,
12319220000 999 V2000 0.0( 7 2976998 109477 1360.0

1231517000 0 999 V2000 1.8t 8 2977042 423746 67000.0

1231821000 0999 V2000 -1.4 9 2971588 322144 204.0

1232327000 0999 V2000 -2.0 10 2971727 113397 56.0

* Haxwmute knonky Upload this sheet. Cucrema BBIOTHSIET TpeABAPUTENbHBIN aHAMNU3 0a3bl
JTAHHBIX.

* Ha cnenyromiem skpane (9KpaH COOTBETCTBHS CBOWCTB) HAXMHTE Submit.

Database entities remapping page

Property: Ki_hCHRM3

Values
Unit: default, min value: 0.0, max value: 86000.0

‘ Article: unpublished ‘

‘ Molecule set: default ‘

submit

e (Cucrema BBINIONHSET 3arpy3Ky 0a3bl JaHHBIX. [Iporiecc MOKET 3aHATh HECKOJIBKO MUHYT.
%y

Row 32 processed

[interrupt]



e Jlocne ero 3aBCPUICHUA MOABJIACTCA 3KpaH IMPEABAPUTCIBHOIO IMPOCMOTpPa 3arpy>KaeM0ﬁ
6331:1 JaHHBbIX. Cucrema YKa3bIBac€T 06HI€€ HYUCII0 3aHI/IC€fl, YUCJIO MPOMYyHICHHBIX 3ammcen
(B 4acTHOCTH, JAyOJMKAaTOB COEQUHEHMH) M YHCIO KOPPEKTHBIX 3anuceil. Ilpu
HeO6XOI[I/IMOCTI/I MOKHO IIpOoCMaTpuBaThb 3allMCH U BKJIIO‘IaTB/ BBIKJIIOYAaTb HUX BPYUYHYIO.
3aKoHYMB MPOBEPKY, HAXXMHUTE KHONIKY Proceed with upload BHU3Y cTpaHHUIIBL.
Batch upload preview browser
Summary:
All rows in the sheet Count: 826
Status: duplicate_internal, Count: 20
Status: valid, Count: 806
Filter by row number: and row type: all B
1-10of 826 10 E items on page of 83> >>
Row 1 °') ® Ki_hCHRM3 = 2760.0 (in nM)
eSave (,N Radchenko
Skip 20GS_hCHRM3_98_Ki.sdf...
N: AUTO_1
Unpublished 0; ()
MoleculelD: M534355
* Tlociie OKOHYATENILHOW 3arpy3KH TaHHBIX BEIBOJUTCS WH(POPMAIIKS O YHCIIE 3aMuCcei.
Batch upload results
Batch upload is finished. You can download the detailed upload report.
Summary:
All rows in the sheet Count: 826
Status: duplicate_internal, skipped Count: 20
Status: valid, saved_valid Count: 806
.

3arpy3ka TaHHBIX 3aKOHUYEHA, U HH(pOpMaIus o Habope MaHHBIX («KOP3UHE») MOSBISETCS B
cricke kop3uH (MeHIo Database | Baskets).

ORNER® 20GS_hCHRM3_98_Ki sdf 806 records

4. IlocTtpoenue Mojeeil CBSI3M CTPYKTYPbI U AKTHBHOCTH

OO6mmas mporeaypa MocTpoeHwusl U ucnoiib3oBanus moaeneit B OCHEM

Manually drawn compound SDF/SMILES file
Basket

Tag
Baskets

Fetch racult later (Pending tasks) Vi P Via web-services
Training set WValidation set el L ETACE (Fipeline Filot)
Data preparation Start calculations Run predictions

/

PLS Training method . ‘ Analysis of results
SYM Model configuration v

-
Validation method = [
N-fold Cross-validation _ ~
Bagging ) : i - ) ]
1 Descriptors filtering D corralation Model profile
PCA
Data preprocessing

Y

, Unsupervised forward selection
Salts removal Molecular descriptors R2, Q2. RMSE. MAE Scatter plot

Applicability domain plot (Williams)
Standartisation

3D optimisation {(Concord) Dragan E-State indices

Spectrophares 151D fragment counts

Ota npoueaypa MOKET BKIIIOUATh CIIETYIOIINE ATAlbI:

¢ JloaroroBka JaHHBIX

* 3ajaHue TapaMeTPOB IOCTPOCHHS MOACTH (THII MOJAETH / METOJ OOYyYCHHS, METO]

BaJIWJAIIMHU, TPEIBApUTEIbHAs 00paboTKa CTPYKTYp, HAOOP NECKPUIITOPOB, METOH OTOOpa
JIECKPUIITOPOB)



* 3amyck pacyeToB U KOHTPOJIb UX BBITIOJIHEHUS
* Anainu3 pe3yJbTaToB
* [IporHo3upoBaHue CBOMCTB AJI1 HOBBIX CTPYKTYD

MBI TOCTPOUM CEpHUI0 MOJIeNIeli Ha OCHOBE PA3JIMYHBIX JIECKPUITOPOB U METOAOB oOyueHwus. s
3aJ1aHusl HEOOXOUMBIX MAapaMETPOB MCHOJIb3YETCS «MACTEP», BKIIOYAIOUINI HECKOJIBKO SKPaHOB.
Celiuac HaM HE HYXXHO H3MEHATh OOJIBIIMHCTBO YCTAHOBOK I10 YMOJYaHHIO (3TO MOXKET
notpedoBaThest Mpu OoJiee eTaTbHOM aHaU3e ISl IOCTPOSHHS HauboJiee TOYHBIX MOJIENEeH, B TOM
gucie ¢ momombeto Gyraknuu Create model).

* B meHnto Models Brioepute Create multiple models.

* Ha nepBoM 5KpaHe IIEIKHUTE MHOTOTOYHE B Tose Training set u BeIOepHUTe HYKHBII HabOp
(Basket), 1eIKHYB 3€I€HBIN 3HAUOK v’

* BriOepute norapupMUUECKyo KAy I MOACTHPYEMO aKTUBHOCTH.

* BriGepute wmeroasl oOyuenus ASNN (acconmmatuBHbIe HeHpoHHBIE cetn), FSMLR
(momaroBas nuHeNHas perpeccusi) U PLS (perpeccust yaCTUUHBIX HAUMEHBIIINX KBAJPATOB).

* Bri0epute aeckpunropusie 61oku “OEstate and ALogPS” u “ISIDA Fragments (Length 2 -
4)” (2MEeKTPOTONOJIOTHYECKHE COCTOSHUS, MPOTHO3UPYEMbIE 3HAUYEHUS JIMIMOPHIBHOCTH H
pacTBOpUMOCTH, (pparMeHTHBIE JECKPUIITOPHI pa3MEpoM OT 2 J10 4 aTOMOB).

¢ [lo ymomuanuto BeIOpaH anroput™ otbopa neckpunrtopoB Unsupervised forward selection u
S-KpaTHBIN NEPEKPECTHBIN KOHTPOIIb.

Select the training and validation sets:

Training set (required): 20GS_hCHRM3_98_Ki.sdf [details]
Add a validation set

The model will predict this property:
Ki_hCHRM3 using unit: | -log(M) E

Select the methods you want to use for the modeling:

Method Descriptors Descriptor selection Model validation
[all] [none] [all] [none] [all] [none] [all] [none]

ANN CDK vl Unsupervised forward selection [v]5-fold cross-validation
YIASNN (bias Dragon v.6 (all blocks) | Simple pairwise decorrelation (r < 5-fold cross-validation
correction) v|OEstate and ALogPS 0.95) (stratified)

[CTKNN Y/ISIDA Fragments (Length 2 - 4) ["1Bagging with 64 models
[CJLibSVM GSFrag +add a custom template
YIFSMLR Mera and Mersy +add a custom template
[CTMLRA Chemaxon descriptors
“PLS Inductive Descriptors

Adriana
+add a custom template Spectrophores

QNPR (SMILES - length 1 - 3 threshold 5)
Two simple descriptors (MW-+Number of
carbons)

+add a custom template

Show advanced options>>

Considering the selection above, 6 models will be created.

* B rekymell koHpuUrypanuu OyJeT MoCTpOeHO 6 BapHaHTOB Mojesei. BriOpaB mapameTpsl,
HakMuTe KHONIKY Create the models.



e CucreMa co3iaer 3aJaHus IS TOCTPOCHHUS MOJENCH W TIOMEeNaeT WX B OdYepe]b Ha
BeITIONTHEHME. [Iporecc pacdera MOXKET 3aHSATh HEKOTOpoe Bpems. (s KOHTpouss 3a ero
XOJIOM MIEJIIKHUTE CCBUIKY basket summary page. 3areM s OOHOBJICHHS WH(OpMAIIUN

HaxuMaiite kHonky Refresh.

Predicted property: Ki_hCHRM3
Training set: 20GS_hCHRM3_98_Ki.sdf

Metrics | RMSE - Root Mean Square Error [+] for | Training set [~]"

ASNN =~ FSMLR  PLS
ALogPS$, OEstate ) running‘ ready _ running

4

Fragmentor (Length 2 - 4) g running A ready 4 Tuming

“xRefresh Fetch statistics for 2 ready task(s)
e Korga Oyayr moctpoeHsl Bce 6 mozeneil (coctosHue ready), HaxxmuTe cchlUiky Fetch

statistics for 6 ready task(s). [TosBnsieTcst cBoHast TaOIHMIIA CTATUCTHYECKUX ITapaMeTpOB
Mmoxeneil. Jlnsi BeIOOpa HY)KHOTO MapaMeTpa HCIOJIB3YHTe PacKPHIBAIOIINICA CIHCOK

Metrics.
Metrics |RMSE - Root Mean Square Error[+] for | Training set [~] Metrics | Q2 [+] for | Training set [+]
ASNN FSMLR PLS ASNN FSMLR PLS
4 4 4 4 4 4
ALogPS, OEstate 0.99 11 11 ALogPS$, OEstate 0.46 0.29 0.31
4 4 4 4 V] 4 4 V]
Fragmentor (Length 2 - 4) 5 1 y 11 A 11 A Fragmentor (Length 2 - 4) i 0.41 p 0.36 b 0.38 N

* BriOepuTe ONTUMAIBHYIO MOJENb, HCXOJs M3 TpeOOBaHMN MHHHMAJIBHOCTH CpEIHEN
ommbKH TporHo3a RMSE M MakCHMAIBHOCTH MapaMeTpa MEepeKpPecTHOro KOHTpoms (.
B nanHoM cny4yae ONTUMAQIbHOM MOXHO CYUTAaTh HEHWPOCETEBYKD MOJEIb HAa OCHOBE
neckpuntopoB OEstate m ALogPS. Jlns Oomee neranpHOTO €€ aHaiM3a MICIKHUTE Ha
3HaYEHUH B COOTBETCTBYIOLIEH siueliKe TaOJINLIbI.

* Ha »kpaH BBIBOAMTCS OCHOBHas MH(OpMaLUs 00 YCIOBHSX IOCTPOCHHUS M TapameTpax
MOJIENIA, a TaKKe TpaQuK COOTBETCTBUS JKCIIEPHUMEHTAIBHBIX BEIUYWH AaKTUBHOCTU H
3HAYEHUI, MPOrHO3UPYEMBIX B XOJ€ NEPEKpecTHOro KOHTpoussd. Omnupasch Ha YHMCIOBBIE

HapaMeTpH 158 rpa(bnqecm/le JaHHBIC, OICHUTC KAa4€CTBO MOJCJIN.
Save the model
Please enter your model's name: Ki_hCHRM3_ASNN_[AL

W Applicability domain

Model name: Ki_hCHRM3_ASNN_[ALogPS, OEstate] [rename] [ALogPS, OEstate]
Private ID is 21830025 Correl. limit: 0.95 Variance threshold: 0.01,
Maximum value: 999999, using UFS

. - Wi . Supersab, 1000 iterations, 3 neurons
_Fr’re_d|_cted p[gpgﬁsﬂﬁhCHRMS modeled in -log(M) ensemble=64 additional param
[BENJHICTION: PARTITION=3 SELECTION=2

5-fold cross-validation

Data Set # R2 92 RMSE MAE 89 pre-filtered descriptors

o Training set 20GS_hCHRM3_98_Ki sdf| 805 records [0.51 + 0.05[0.46 + 0.07(0.99  0.06| 0.74 + 0.05 S:ﬁ:erfni?ez’gfiz“fgaa“g;;oﬁa’}ep“a?a"nﬁ

PARTITION=3,SELECTION=2

Calculated in 297 seconds
Size: 102 Kb

5 6 7 8 9 10 11
Measured value

Number of compounds ignored because of errors in original model = 1

&) Download model statistics g Create a copy of this model %= View configuration XML %= Export configuration XML




e Jlna 3arpy3ku JeTaIbHOH WHPOpPMAIMM O MOJENH MIeTKHUTE CcChUIKy Download model
statistics. He w3MeHsisi yCTaHOBKM IO yMoOJuaHUWio, Haxkmure KHOmKy Get Excel file.
Coxpanute (aiin Ha paboumii cTon u oTkpoiTe ero. Co3maiiTe IOMONHUTETHHBINA JIUCT
Tabnaumbl U ckonupyiite Ha Hero mH(opmanuio 3 OCHEM c Bknanku Model profile

(BKJIAJKY 3aTPy3KU MOKHO 3aKpbITh). COXpaHHTE M 3aKpOMTE (ail.
4] A B c D E F

Model name: Ki hCHRM3_ASNN_[ALogPS. OEstate] [rename
Private ID is 21830025

1
2

3

4 Predicted property: Ki_hCHRM3 modeled in -log(M)
5 |Training method: ASNN
6

7

8

Data Set

(<)

# R? | o* |RMSE| MAE

Training set: 20GS_hCHRM3_98_Ki.sdf
05 (0.51+[046+)099+(0.74

records| 0.05 | 0.07 | 0.06 [ 0.05

* HaxmuTe KHONKY Save BHU3Y CTPaHUIIBI, YTOOBI COXPAHUTH MOJENb JJISI MOCIEAYIOMIETO
IIPOrHO3UPOBAHUS AKTUBHOCTH.

5. IIporHo3upoBaHue CBOMCTB

Jns mpOTHO3MPOBaHMS AaKTUBHOCTH M JIPYTMX CBOMCTB COCIMHEHUM MOYHO HCIIOJb30BaTh Kak
CaMOCTOSITENILHO TIOCTPOSHHBIC U COXPAHEHHBIE MOJIENIH, TaK U APYTHUE MOJICITH, OIyOIMKOBaHHBIC B
cuctemMe. MBI BBIIOJIHUM TIPOTHO3 IIelieBOoro mapameTrpa Ki, a Takke JHUMOPWIBHOCTH U
pPacTBOPUMOCTH JJIS 3arpy>KEHHON BHIOOPKH coeIMHEHUI. B nanbHeiiiieM Takoe mporHo3upoBaHue
MOYKHO MTPOBOJUTH U JIJISI HOBBIX CTPYKTYP.

* B wmento Models Beioepute Open predictor. B BepxHeit yacTu cTpaHUIsI eTKHUTE Browse
the full list of public models. OTkpbiBaeTcsi cMCOK TOCTymHBIX Monenel. [IpocmarpuBast
CIHCOK, BBHIOEPHUTE C TOMOIIBIO ()JIaXKKOB TOJBKO YTO MOCTPOSHHYIO M COXPAaHEHHYIO HAMU

MOjieNb, a Takke Mojenb ALogPS. 3atem HaxxmuTe kHONKY Next BHM3Y CTpaHMIIBI.

™ E®: predicts Ki_hCHRM3 using 20GS_hCHRM3_98_Ki sdf
i)

013-12-09
(806) ASNN 2013-12-09

Ki_hCHRM3_ASNN_[ALogPS. OEstate]

predicts logPow ,Aqueous Solubility using ALOGPS 3.01

Rc) 13-10-23
L B ASNN 2013-10-23

2 ALogPS 3.0 published by itetko

* Temnepp He0OXOAUMO yKa3aTh COSAMHEHUs IS TPOrHO3a. BBl MOXeTe 3arpy3uTh CTPYKTYPHI
u3 (Qailsa, BBECTU UIESHTU(PUKATOP JUIsl KOHKPETHOTO COEIMHEHUS, HApUCOBATh CTPYKTYpPY B
rpadUuecKoOM peJaKkTope WM BBHIOpaTh 3arpykeHHble paHee coenuHeHus. lllemkHute
mHororoune B none Choose a previously prepared set m BbiOepuTe 3arpyXeHHYIO paHee

6a3y JAHHBIX. 3aTeM HaXMHUTC KHOIIKY Next.
Provide the compound(s) to predict

Please provide compounds for which you want to predict the target property
Several options are available:

Upload compounds from a file
(SDFMOLYSMILES Excel sheey) | _Cho9se File] Nofilechosen

Providea Name/CASRNISMLES [ ]

P

Draw Molecule
(click on depiction to the right to draw)

@ Choose a previously prepared set 20GS_hCHRM3_98_Ki.sdf

Select molecules by a tag [-]

Additional options

Prediction scenario:  Use predictions only B
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e Cucrema co3JaeT U 3allyCKaeT 3aJaHMs Ha IMPOrHO3. Pacuer MoOkeT 3aHATH HEKOTOpOE
Bpems. Ilocrme ero 3aBepiieHus pe3yJabTaThl BBIBOAATCS Ha JKpaH. [lns kaxzaoro
COEIMHEHMS YKa3bIBAIOTCS IKCIEPUMEHTAIbHbIE BEIMYMHBI IAPAMETPOB (€CIH UMEIOTCS), a
TaK)Ke MPOTHO3MPYEMbIE 3HAYCHHUs ISl KaKAOH M3 BBIOPAaHHBIX Mojeiel (C OLEHKOM
omnOkn). J{OMOTHUTENFHO TIOMEYAIOTCSl COCAMHEHUS, KOTOphle HE IOMagaloT B 00JacTh
npuMmeHuMocTd Toi win uHo Mozenu (OUT OF AD). Pesynbrarel nporHo3supoBaHus

TaK)Ke MOYKHO IKCIIOPTUPOBATH B (haii.
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i Ki_hCHRM3 (Ki_hCHRM3_ASNN_[ALogPS, OEstate]) = 7.16 -log(M) £ 2.78 (ASNN-STDEV = 0.37, estimated RMSE = 1.42)
Ki_hCHRM3(measured) = 2760.0 nM = 5.56 -log(M)

logPow (ALogP$ 3.0) = 3.32 Log unit £ 1.50 (ASNN-STDEV = 0.68, estimated RMSE = 0.76)
Aqueous Solubility (ALogPS 3.0) = 4.69 -log(mol/L)  1.41 (ASNN-STDEV = 1.00, estimated RMSE = 0.72)

Ki_hCHRM3 (Ki_hCHRM3_ASNN_[ALogPS, OEstate]) = 5.6 -log(M) + 2.78 (ASNN-STDEV = 0.41, estimated RMSE = 1.42)
Ki_hCHRM3(measured) = 1300.0 nM = 5.89 -log(M)

logPow (ALogPS 3.0) = 1.48 Log unit £ 0.77 (ASNN-STDEV = 0.45, estimated RMSE = 0.39)

Aqueous Solubility (ALogPS 3.0) = 2.74 -log(mol/L) + 1.41 (ASNN-STDEV = 0.74, estimated RMSE = 0.72)

* [locne okoHuaHus pabOTHI BBIMAUTE U3 CUCTEMBI, IIEIKHYB cChUIKY Logout.

Jnist 6onee neTaabHOTro 3HAKOMCTBA ¢ Bo3MoxkHOCTsIME cucteMbl OCHEM pexoMenayeTcst u3y4uTh
UMEIOIYIOCS Ha CaiTe JOKYMEHTAalMI0, a TaKKe CaMOCTOSTEIbHO OSKCIEPHUMEHTHPOBATH C
Pa3IMYHBIMH JOCTYTHBIMU (DYHKIHSMHU.



