The version of the program developed in 2025 has some new features, which are demonstrated
using a certain artificial example. All necessary files are contained in the CORALSEA-2025
folder. To use the new features, you can perform the steps described on your computer without
changing anything in the method or working files. In the future, you can then use your files and
select your CORALSEA method.

It is considered a situation where the user has a data set in a file “TotalSet290.txt". The new
version of the program will remove duplicates, if any (mandatory). The Las Vegas algorithm can
be used or not. All other methods and options of the program are the same as before.
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3. Again, click the button indicated in red
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4. Again, click the button indicated in red
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5. Selectinput file (here the file is #TotalSet290.txt), i.e., again click “Choose work file”
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6. Click the button “Load”
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7. Click “OK”

8. Run CORALSEA.exe
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9. Click the button in the red frame
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10. Click the button in red
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11. Select file “#TotalSet0.txt” (the file does not contain duplicates);
12. Click the button “Load”;

13. Click the button “Save files”;

14. Click the button "Exit”
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15. Click the button “Load method”

16. Click button “Select Las Vegas algorithm parameters”: M = number of probes; % is part of
compounds for which random exchange of status, e.g., it was “A” becomes “P”;
correspondingly, compounds in status “P” become “A”.
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17. Click the button “Start Las Vegas”
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Show optimization | Dotsize-1 | SMILES quasi-SMILES on A.5.C sats CORALSEA-2025d
ItiTotaISet'. bt

¥ SHILES

Load method Save method | IMethod.th ™ GRAPH[™ HSG [~ HFG [ GAD r C;aos =

elel ele3plpipdsl s3 nn [C A3 [~ Chaos W ss

ACCCCCCCCCT R I sse

i SO CC moes [~ BOMD

z of the calculations: e2rrrrrorrrrr I Fs |~ MOSP

“ooDooDDnog Bn D

. A P HARD
Active Training set (A} | Epach.. pIC [ Atoms pairs proportions
MO CBND'SPE <
2 CCCCCrCrr RAlgjojojojojolo
SCCCECCCCCr o 0/6/0/0]/o]o
(L) Il Il I Y I A T3 ojojojofo
M % EEGEE
Las Yegas Calculations in process I I‘ID ID'I ojojoja
0jolo

I~ xpx [ wypx [ nyzyx E%

: . [~ Classification model
Passive Training set (F) _ | " CLASSIC SCHEME

* CORRELATION BALANCE
I~ Index of |deality of Comelation
v Comelation |ntersity Indes

I~ Conformism coefficient

D start ID'1 gt |21

Mepach |15
Threshold start |3
Threzhold maximal |3
Mumber of probes [10

IModel Details.tet B

Mumber of promaters increase/decrease |1 5

¥ DemobCw
¥ EvalutionCarr

Calibration set {C) |

W% N111 M110 N101 N100 Mal Defect Density
Splitlnf0|wo [40 o o |n |40 |51.14 |0.395

EXIT |
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18. When appears message “#TotalSetLV.txt contains the split recommended by the Las
Vegas algorithm” appears, please click “OK”

B3 CORAL Wait please... - O X
Show optimization nms;m1| SMILES quasi-SMILES o A.P.C ssts CORALSEA-2025d
IﬂTotaISet'.th
Load method Save method | IMethod.txt ™ GRAPH[™ HSG [~ HFG [ GAO r gao'(;mlgzi
elel e2eldpdpipdsd 52 nn [T A3 [ Chaos W ss
=0l ol ol ol =T s38
o ACCCCCCCC T mes [~ BOND
Statuz of the calculations: e2rrrrrrrrrr I re [~ MOSP
Threshold........3to 3 SCCCCCCCCCD -y I” HaLD
Active Training ret (A3 | THE CALCULATION |15 COMPLETED Eg F ||: ||: F I|: |': F ||: F '|: Atoms pairs Dm';{:;'&'z[’
Prabe................. 10to10 M nininininininininis DIBrN S P =#
2 CCCCCCrCrr FAlojojojojojojo
OCCCCCCr O o, 8jof0jajofoja
o OO Er.... 0]0[0joo]o
M % M 0|ojojojo
Las Vegas Calculations in process I Iﬁlu_‘] [ gaoo
S 0 0/0
[~ xyx [T xpyx [ xyzyx E%
. L [~ Classification model = -
Passive Training set (%) _| " CLASSIC SCHEME A

_CORRELATION BALANCE  dR weight|”]
Coralsea ¥ lIndex of 1deality of Comelation

Corelation [ntenzity Index cIIp ID_3 .ﬂ

#TotalSetlV.tet contains the split recommended by Las Vegas algorithm  Fonformism cosfficient

rt o1 Dt a1 Mepach |15
Thieshold start
Threshold matimal

Mumber of probes 10

IModel Cetails.tat
) W% NT1T M110 N10T NTOD Nall Defect Density Murmber of promaters increase/decrease |15
Spitinfalion 142 fo Jo fo [z 5315 [ooooo [? DemoDCW
emal

¥ EvolutionCarr EXIT |

o

[

Calibration set(C3 |

19. Run CORALSEA .txt

L TSN )

| | CORALSEA.~dpr
| | CORALSEA.cfg
| | CORALSEA.dof
(7 CORALSEA
CORALSEA

D CorALSEA.res

DOMAIN
= noraaIn~
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20. Click the button in the red frame

B8 CORAL: Please load method or make a random split — O X
Don't show optimization I%;FES"W*-SB‘MSW‘MRC sets CORALSEA-2025:d
%{ T Load method | IMethod.lHt I GRAPH[™ HSG [ HFG I GAD r é;ao.‘;MILES
D elel e2eldp2pipds2 s3nn [T R3 [ Chaos rrs:
t SCCCCCCCCCT R sss
ACCCCCCCCCC moes [~ BOMD
2 rrrrrrrr I Rs [~ NOSP
X SCCCCOCECED o I~ HALO
Active Traini £(A) I . N rrrrorrrrr . [T HARD
clive ‘raining ze Preparation A-_P-.C-, and ¥-files rrrrrrrrr Alglmg DNa"sD DISODE'JllIlJnt?
rCrCCCorCe O -
CCCCECCCCECF
MY Crrrrrrrcr o |
0 L% Il I A T A T
2 M %
L Select Las ¥egas algonthm parameters | FI*** 0.
5.
I oayw T owyyn [ owpzpn P

X [~ Clazsification model
Passive Training set (P} | " CLASSIC SCHEME

¥ CORRELATION BALANCE  dR weight
[ Itndex of Ideality of Correlation IIC,eight
[~ Caorrelation Intensity Index cnweight

x‘

[~ Conformism coefficient CCCPyeight

Dstant Im= Al Ixxx Nepoch

Threshold start
Threshald maximal |-
x Mumber of probes [

Calibration set (C) | EXPERIVENT
IModeI D etails. bt

. Wik M111 N110 N101T W100 Mall Defect Density Murnber of pramaters increaze/decreaze [+
Splltlnfolg |D ||J |D ID ID ID IU ™ DemoDCw
STOF and 54E curent Dw's | [ EvolutionCon

‘xxxlx

[aluleleld

‘x‘x

H
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21. Click the button “THE BUILDING OF WORK FILES”

A[PICY preparaticon October 52025 —

THE BULDING OF WORK FILES
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22. Select #TotalSetLV.txt
23. Load

24. Save files

25. Load method

A[PICY preparation October 53,2025 — O

HT atalSetl . bt |
Choice work File |

The first, Load zelected file
The second action should be “Do distribution™.

The third action should be “Save files™__ if gplit iz zatisfactory..

o [HToEsetlv Load | N-2a4

+3 | Sawve files |

Dizperzion Limit = {0,005

Plarned Actual
Diztribution Frequency  Distribution

{#tTrainingSet.txt l+ [oz80 [0 |0.245
(Invisible training set - fozm0 [T |0.250
|Calibration set [t [ozE0 |72 |0.254
|tV alidation$ et. txt = [0z50 [T |0.250
Loading of vector of Digtribution Save vector of Distribution ExIT
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Don't sthow optimization

ﬂ CORAL: Please load method or make a randem split

1'6'1 ¥ Load methad | IMethod.th

D

E

L
X

etivells =) I Preparation A- P-.C-, and ¥-files

MY

0

D

E

L Select Las Yegas algonthm parameters
X

Pazzive Training set (P) I EXPERIMENT

MY

0

D

E

L
X

Calibration set () __| EXPERIMENT

W M111T N1T10 N101 M100 Mall Defect Density

Spitifeld oo o o o o o

— O X

SMILES/quasi-SMITES on A P.C sats

CORALSEA-2025rd

[T GRAPH[™ HSG [~ HFG [~ GAD - é;ao?"#i

ell el a2 &3 p2 p3 pd 22 23 nn T R2
Rl al sl nl st aintstul T T T
ACCCCCCCCCT Frs [~ BOND
errrrrrrrrr I Re [~ NOSP
SCECECEECET - o [ HALD
=4 ol o i [T HARD
=inininininininininln Atoms pairs proportions
OO UBENDSPo-H
S ol il il ol il
SCCCCCCCrCr .. |
mC OO B

M %

[~ xpx T xyyx [ nyzpx

[~ Classification model
" CLASSIC SCHEME

¥ CORRELATION BALANCE 4R weight

[ Indsw of Ideality of Comelation  TTCyygight "
[~ Carelation Intensity Index CITeight| ™

[~ Conformism coefficient CCCPyaight _J

D stant Ixxx CIIimitlxxx Mepach |

Threshold start [
Threshold mawimal - [==
Murber of probes [xe

IModeI Dretailz. bat

Mumber of promaters increase/decrease

[~ DemaDCw
STOP and SAVE curert Dwés | [ EvolutionCon

e

26. Click the button in the red frame

E CORAL: select Phase (1 or 2); or change and save method; or import current model

Show optimization |Dnt5izc~1 |

MY Save method | IMBthUd-th

o

D

E Phasze 1: Search for preferable model [T=.H*]
X

Active Training set (4} I Preparation A- P- C-. and ¥-files
Phase 2: Building up preferable model [T= H*]

MY

0

E

L Select Las Vegas algorithm parameters
X

Passive Training set (P) | EXPERIMENT

MY

0

D

E

L
X

Calibration set (T} I EXPERIMENT

Impart of current model |
W M11T M110 N10T N100 Mall Defect Density
Splitinfelg o jo Jo fo Jo o E

= O bt
EMITESquasi-SMILES on A P.C sets CORALSEA-2025rd
IﬁTrainingSet.txt
5

™ GRAPH[™ HSG [~ HFG [ GAO [~ c'ﬁaos""gss

elel e2edpdplpds2 3o [T R3 [ Chaos @ ss
SCCCCECCECE R s
ACECCCECCOE s I BOND
eCrrrrrrrrr I Fe [ NOSP
SCCCCCECCCE gy ™ HaLo
RCOCCCCrCCoC . " HARD
prfrrrOrorrrr AllcalmBs DNBIIS DISDDE'JIIIDHS
MO CrrC r -
2CCCCCCCCrr FL2lojojojojojojo
SCCCCCrrCror oo, 0)ofojojojofo
mC OO Cr ojojojojo

M % ojojofojo

0 Im ojoojo

I_ 0 0o

[~ xyx [T xppx [ xpzpx ﬂ%
|” Classification model —
" CLASSIC SCHEME Al

# CORRELATION BALANCE dR weight|01
I~ Index of Ideality of Correlation
¥ Comelation Intensity Index

Tl
I~ Conformism coefficient

D stant ID'1 d i |21 Hepach |15
Threshold start
Threzhald maximal

Mumber of probes [17

IModel Details.tet .

MHurnber of promoters increase/decreasze |1 ]

W DemoDCw
STOP and SAVE curent Cws | [ EvalutionCon

CIIp

EXIT |
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27. Click the button in the red frame

B8 CORAL: Building up preferable model - O x
Show optimization m:5i2&1| SMIT ES/quasi SMILES on A.P.C sets CORALSEA-2025:d
¥ ItlT rainings et bt

M ¥ SHILES
o [T GRAPH[™ H3G [~ HFG [~ GAD [T Chaos 7 ¢
D elel ele3plpipdsl z3nn [T R3 [~ Chaos W ss
E ACCCCCCCrCCr rore I sss
CCCCECCCED hs I BOND
e rr I s [~ NOSP
- SCCCCCECCEr - o o
i~ RCCCCCCCCCD HARD
EXPERIMENT .
iy (Bt ) I piC T Atoms pairs proporbions
M CCCECT CBNDS -
. Phase 2: Building up preferable model [T* 2rrrrrorrrrr F.0ojojofofololo
A ¥ SCCCCCCCECE 000
0 Define threshold and press Continue 3 mCOCCCCCCCEC o) ojao
E ojojojo
L ojojojo
njojo
on
- I~ oxyx [ zyyx [ spzpx ==
. L [~ Clazzification model e
Passive Training set (P} I EXPERIMENT  CLASSIC SCHEME All
# CORRELATION BALANCE  dR weight |0
Co= IU Cr= I'I [ Index of Ideality of Carrslation
MY v Correlation Intensity ndex CIIC ID_3 ﬂ
8 [~ Conformism coefficient
]E Dstart ID'-I CIIimit ID'-I Nepoch 15
Threshald start |2
Threshold maximal |2
X Murnber of probes [17
Calibration set {C) I EXPERIMENT
Impart af current model I IModeI D etailz bt
) W% MT1T W1T0 NTO01 NT00 Mal Defect Density Mumber of promaters increase/decrease |1 5
Spiit Inf0|u 0 o o o Jo o o
W DemoDCw
5TOP and SA4VE curent Cw's | [ EvolutionCon EXIT |

28. When the message “THE CALCULATION IS COMPLETED” click the button “Save model”
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E CORAL: you should save model now

Show optimization DotSize-1 |

Active Training set (3) |

Passive Training set (P} |

Calibration zet (C) |

Selected threshold is 3
THE CaLCULATION 1S COMPLETED

Phaze Z: Building up preferable model [T=.H=] |

|3_ Eontinuel

Drefine threshold and press Continue

Co=

ID.82D?B4D C1= ID.399835?

Inzert a SMILES for calculation of DCWw and EndPoint

Demo of calculation of DCWw and endpoint will be in file |

Start of DCW and Endpaint caleulation for SMILES fram filel

SMIT ES/quasi-ShIL ES on A P.C sats

= m} x
CORALSEA-20251d

IﬁTlainingS et bt

el e
eleleledpipipdsd s3nn [T R3
Yttt nt ntnt nf nfnfnll =E YRR Lo
ACCCCCCCCCC s [~ BOND
errrrrrorrrr I me I” NOSP
“COCCECCCCE - pe I~ HALD
0 ol _ [” HARD
DEFFFFFFFFFF AlglmBs[DNalls DISDDI!'J"I—onif
o =
2o F.2lojojojofojojo
SCCCCECCECC 0j0jojo0
L0l Y Y Y A A oloojojolo
0|0|0|o|0
ajojoo
ojon
aln
[~ wyx [ xypx [ npzpx =
[~ Clazzification model —
" CLASSIC SCHEME —_

* CORRELATION BALANCE
[ Index of |deality of Correlation
¥ Caorrelation Intensity Index

[~ Conformism coefficient

dR yeight |01
ey [0z 9]

D stant ID'1 ‘:llimitID"I Nepoch 13

IDemoD Chad bt

Threshold start
Threshold maximal |3
Humber of probes [4

[

IWaIidationS ef. bt

Splltlnfolﬁ,_m ||3 D

! Save Model I
Wi N1 M0 M1 efech Lensity

|4n [5714 041z

IModeI D etails. bt

|urv| odelFory alidationSet bt

Mumber of promaters |ncrease.”decrease |1 5

STOP and SAVE curent Cws | [ EvalutionCan

W DemaDCw

29. Run CORALSEA ,exe

| | CORALSEA.cfg
| | CORALSEA.dof
(§ CORALSEA
CORALSEA

D CorALSEA, res
DOMAIN

=l DOMAING

30. Click “Load method”
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Show optimization | DntSize—lI
MY
o]
D
E
L
X
Active Training set{d} | EXPERIMENT
MY
0
D
E
L
X
Passive Trainingset (P} | EXPERIMENT
MY
0
D
E
L
X
Calibration set {C) I EXPERIMENT

ﬂ CORAL: select Phase (1 or 2); or change and save method; orimport current model

IM ethod kst

Phase 1: Search for preferable model [T*.N¥) |

Save method

Preparation A- P-,C-, and ¥-files |

Phasze 2: Building up preferable model [T=.M~] |

Select Las Yegas algonthm parameters |

Irnpart of current model
WOM111 N110 N101 M100 Mall Defect Density

Sitinfels oo o o o oo

— O X
SMIT ES/quasi-SMITES on A P.C sats CORALSEA-2025rd
IﬂTrainingSet.txt
-

[T GRAPH[™ HSG [~ HFG M GAD [ cﬁao'i”'gi
elel eledplpipd sl s3nn [T R3 Ch I~
SECECEEEEEr Fre LY
ACCCCCCCCCC Fors [~ BOND
2O rrrrr I Fs [~ NOSP
@FCECECECET | nALo
perCrrrrrrrr- . [ HARD
lnininininininl nintn AlglmEs pp?lrs prop;rllons

Mrrrrrrcrrr- ! =
2CCCCCCCorr FAlojojojojojo)o
SCCCCCOCCrCor o, 0jojojojojojo
[0 I A A T olojolololn
M % N njojojojo
Iﬁm 0. S ojoon
G 0jofo
I oxyx [ mpwx [ wpzex P E%
[ Classification model = e
" CLASSIC SCHEME _All |

¥ CORRELATION BALANCE  dR weight |0
[ Index of Ideality of Correlation
[ Correlation [ntemsity [ndex

CIIC ID.3 ﬂ
[~ Conformism coefficient
D stant ID'-I dlimitlu'-I Nepoch 15
Threshald start |2
Threshold masimal |3
Murmnber of probes [

IM odel D etailz. bt

Mumber of promaters increase/deciease I‘I |3

W DemaDCw

STOP and S4VE curent Dw's | B EvolutionCon

EXIT |

31. Click “Import current model”
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E CORAL: select Phase (1 or 2); or change and save method; or import current moedel - O X

Show optimization | DotSize-1 | SMILES (qasi-SMILES on 4. B.C sats CORALSEA-2025d
MY IﬁTrainingSet.txt
¥ SMILES
) Save method | W [T GRAPH[™ HSG [~ HFG T GAD I Cﬁaos W s
D elel e2e3p2pdpds2 s3nn [C A3 [ Chaos I ss
% Phasze 1: Search for preferable model [T>.N*] | el rrrrrrrrr I R4 ss8
ACFCECECCEE s I BOND
errrorrrorrrr r me I~ NOSP
X SCCCCCECCCE gy I™ HaLo
Active Toaining setfA) | EXPERIMENT prrrrrrorrr [T HARD
g Preparation A-_P-.C-, and ¥-files | i Atoms pairs proporbions
MCCCCCCCrrr OBNDSP -
Phase 2: Building up preferable model [T=.N) | 2o F.80jojojojojoja
MY SCCCCCCCCCr oo 8jeofalo)ofo
[} L0 N I I A A ojojojofaofo
? M % N . alofojofo
L Select Las ¥egas algorithm parameters 10 ID.'I 0. ajoaja
| I_ LTS nao
[~ wyx [ wppx [ wpzpx P ﬂ%
B . X [T Classification model T —
Passive Trainingset () | EXPERIMENT " CLASSIC SCHEME _Al
* CORRELATION BALANCE dR weight|?]
I~ Index of Ideality of Correlation
MY |+ Comelation Intensity Index CIIp IU.3 ﬂ
9 I Conformism coefficient
% D stant ID'1 it ID'1 Nepoch 13
Threshold start |3
Threshald maximal |3
X Mumber of probes [4
Calihration set (C} I EXPERIMENT
I Import of current model IModeI Details. tat
) - 00 Mall Defect Density Mumber of promaters increase/deciease |1 5
Splitlafela o jo Jo fo Jo o E ¥ DemeDCW
STOF and SAVE current Ciafs | ¥ EvolutionCor E=IT |

32.In order to consider the model for the validation set, click the button in the red frame
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ﬂ CORAL: Calculation of model for external substances

Hide Dotsize-1 |

"'rT

OO

=5" =
Active Training zet (A)

| EXPERIMENT
n=T0 D=0.878 5=0.596 MAF=0.478 F=48%

Phase 1: Search for preferable model [T*.N*] |

Preparation A- P-,C-, and ¥-files |

Phasze 2: Building up preferable model [T=.M~] |

— O x
SMIT ES/quasi-SMITES on A P.C sats CORALSEA-2025rd
IﬂTrainingSet.txt
[T GRAPH[™ HSG [~ HFG M GAD [ éﬁaé‘;""gi
elel eledplpipd sl s3nn [T R3 v S5
SCCEEEECECE Fae L
ACCCCCCCCCC Fors [~ BOND
2O rrrrr I Ee [~ NOSP
SCCCCCCECED - I nao
RCOCCCrrcrco . " HARD
lnininininininl nintn AlglmBsrpp?lrs prop;rllons
MOCrrrccrecr =
Hlininininl ninininln F___D|U|UUUUUU
SCCCCCCOrC o o.. 8/ofofofafofo
(223 Wl ol A N A T olo/ololola
M. ojojojoo
0. . ojojojo
G 000
o = 0o
wx [ wypx [ wpzpx 7
[ Classification model = e
" CLASSIC SCHEME _All

¥ CORRELATION BALANCE  dR weight |0
[ Index of Ideality of Correlation
[ Correlation [ntemsity [ndex

CIIC IGS iﬂ
[~ Conformizm coefficient
D stant ID'-I dlimitlu'-I Nepoch 15
DremobICw bt Threshald start |2

Threshold masimal |3

I Murmnber of probes [

MY
o]
D
E - .
L A .
Calculation model for a list of SMILES |
o wndy
=k X - -
Passive Training set @) | EXPERIMENT [SL0¢ [Listhodel.tt
n=T1 D=0.875 5=0.T11 MAE=0.513 F=485
Lo= ID.82D?B4D b= ID.399835?
MY
[s) Inzert a SMILES for calculation of DCW and EndPoint
2 | il
L . Demo of calculation of DCW and endpoint will be in file |
LI DCW(3,18])= | EndPairt =
2 X
Calibration zet (C) I EXPERIMENT f| Start of DCW and Endpaint caloulation for SMILES from filel

H alidations et bat I#M odelFory alidationS et bat

n=T1 D=0.821 5=0.T85 MAE=0.561 F=311

XY¥-dotz analyziz | Marker-0 |

Wi M111T N110 N101 K100 Mall Defect Density

Splitlnfolﬁhg ||j

[0 Jo Jao 5714 |01z

Continue optimization |

todel D etailz.but
Mumber of promaters increase/deciease I‘I |3

W DemaDCw

STOP and S4VE curent Dw's | B EvolutionCon

EXIT |

E CORAL: Calculation of model for external substances

O x

SMIT ES/quasi-ShiIL ES on A P.C sats

Hide DotSize-1 | CORALSEA-2025rd
¥ IﬂTrainingS et bt
M - ¥ SMILES
o] . wma [T GRAPH[™ H3 [C HFG [~ GAD [T Chaos [# ¢
D - ellel ele3plpipde2 s3nn [C A3 [~ Chaos ¥ ss
]E - . [ ] Phaze 1: Search for preferable model [T=.M*] | el rrrrrrrrrr I R4 soe
e B S CCCCECCCE oas T BOND
LN 2CCCECEEECE - [ NOSP
L x SCCCCCCCCCE gy I” HALD
Active Training set (A) EXPERIMENT . § [ wll ol il ol ol el ) [ HARD
SE Preparation A-,P-.C-. and ¥-files | pAC T Atoms pairs proportions
|n='m D=0.878 5=0.596 MAE=0.478 F—189 28wl ol ol ol ol ol ol el A= B 5P =
Phase 2: Building up preferable model [T=.N=] | 2O rCrror e F.ojojofojajoo
Y SECCCECrr O o, 0/0/0/0/0/0/0
o] e (L Nl Y Y TR ojojojojojo
E -5 N ojojojoo
: o C 0
Coralsea X 5. .
& F. (o
wywx [ wyzyx =
Passive Training set| DCW/EndPoint calculation for data from #ValidationSet.txt is completed. :‘;‘m model - Al
i ID.'I
n=T1 D=0.875 S=0.7T11 | The nurmerical data is saved in model/#ModelForValidationSet tet. ATION BALANCE  dR weight
eality of Comelation
1(\:)'[ ¥ th pictgrg will be graphical _re.presentatiqn of.the model for - Intensity Index CIIf ID.3 ﬂ
D Active training set; Passive training set; Calibration set; and Validation set. em coefficient
E - dypea 0.1
L . + ~f File"DOMAIN&t" contains the Domain of applicability,i.e. data without outliers &I Thresh Tdepoch 135
- Y which are defined according to the statistical defects calculated for SMILES t Thlesl’gilsd ;a;r_ﬁ; S
. L or quasi-SMILES applied te build up the given model; file "DOMAINO.&xt" contains cutliers
ot Murmber of probes [
Calibration set (Q E bt |#M odelFoiaidationSet bt
|n='1"2 D=0.821 5=0.785 bt
Svdoms snatvea o 1 of promaters increase/deciease I‘I ]

| AR e

|U IU 'IU ]4U ICIF.I4 IU.4I

Continue optimization I

W DemalCw
STOP and SAVE cunent Cws | [ EvolutionCar

ExIT |
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Hide | Dotsize-1]

Active Training set (A) | Ex(PERIMENT

|n='1"0 D=0.878 5=0.596 MAF=0.478 F=48%

MY

[mlulwlsl

-
a_ el
Pazzive Training zet (P)

X
| EXPERDMENT

|n=Tl D=0.875 5=0.T11 MAE=0.513 F=48%
MY

[mlulwlsl

X
| EXPERIMENT
m=T1 D=0.821 5=0.785 MAF=0.561 F=312
MY

Calibration zet {(C)

[l w]s]

X
| EXPERIMENT

Validation zet (17}

ﬂ Please see results for validation set in file .../model/#ModelForValidationSet.tet; Mow you can study plots "exprvs calc”

Phase 1: Search for preferable model [T*.N*] |

Preparation A- P-,C-, and ¥-files

Phasze 2: Building up preferable model [T=.M~] |

Calculation model for a list of SMILES

I]ist.l:xt IListMDd.el.txt
Co= ID.82D?B4D Cr= ID.399835?

Inzert a SMILES for calculation of DCW and EndPoint
IE‘I =CO[=CIC=CCNCIM

#
Demo of calculation of DCW and endpoint will be in file |

DCwW(315)= |3_ 345 EndPairt =

Start of DCW and Endpoint caleulation for SMILES fram filel

O X

SMIT ES/quasi-SMITES on A P.C sats CORALSEA-2025rd

IﬂTrainingSet.txt
I GRAPHI HSG [ HFG ™ GAD [~ Chaoe o
elel eledplpipd sl s3nn [T R3
ottt nl nt nl nfn{nll =t TR o
ACCCCCCCCCC Fors [~ BOND
2O rrrrr I Es [~ NOSP
SCCCCEECCCD o I~ HaLOD
ROCCCCCoCCCrC . [” HARD
piC [ Atoms pairz proporbions
MCCCCCCCrCC OBNOSE -k
2O Cr o F2l00fo)ofo]ofo
SCOCCCCrCrCror o, ojajojojojofo
L1 Il I I A T A : T 0jojojololo
M. ojojojojo
0. 0|0|0|0
g 0jolo
™ osyx [ sppx [ uypzpn P oo
[~ Clazsifieation model = 0]
" CLASSIC SCHEME _AlL

¥ CORRELATION BALANCE  dR weight |0

[ Index of Ideality of Correlation
[z 0l

[ Correlation [ntemsity [ndex
[~ Conformism coefficient
Nepoch 5

D stant ID'-I it ID"I
Threshold start

DremolChed, bt 3
Threshold masimal |3
|2-1 488 Murmnber of probes
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Similarly, one can consider other details of the resulting model (see below).
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E Please see results for validation set in file ../model/#MedelForValidationSet.tet; Mow you can study plots "expr vs calc”
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