The main idea of the Las Vegas algorithm used here [1] is to perform several trials (10 by default, maximum 30 can be implemented in one cycle) of
optimization for different splits into an active training set, a passive training set, a calibration set, and a validation set. In this case, the best split for
the calibration set is remembered. Below is an approximate scheme for using the Las Vegas algorithm for compounds with some biological activity.
We thank Professor Veselinovic for the idea to use the Las Vegas algorithm for the CORAL software.
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click where the pointer is

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

Show optimzation

' DotSize-1 |

X

o
D
E
E

X
| EXPERDMENT

Artive Traindng set {A)

g

X
| EXPERDMENT

Paszive Training sel (P}

g

X
| EXPERIVENT

Calibration sei {C)

A 4

Save method | IMEthDd.th

Phaze 1: Search for preferable model [T=.N*) |

Split #T otalSet txt into training and salidation sets I

Phaze 2: Building up preferable model [T*.H~] |

Las Yegas algorithm

| @

Import of current model |

WM N0 M0 MO0 Mall Detect Dersby

Sitlfela o o o o o o E

¥ Seactfor duplicates in SMILES

IT Searchfor duplicates in CA5 (10D

SNILES/quasi-SMILES on A B.C sats

O A

CORALSEA-2024)v

iﬂTrainingS gk bt

™ GRAPH[™ HSG [~ HFG [ GAD = éfai"',éEi
elel 2 edp2pipd 22 :3 i [T R3 iy T
. L ol ol o ] o s5%
ol O e I O o o = [ BOND
SO OO EEE TR e [ NOSP
SNO0DOO0D0O0 r=a I~ HALD
-, ) ) ) ; I HARD
e rrrrrr T Atoms pairs proporthions
3 o o o o DﬁMJDS P
4 ) e e S S R S
|SrCrrrrrrr or e, S8 o000
Wi EEEEEEEE R e groioloron
Contributions A —— oloiojoio
FN FD FS = SO nojola
i Cl Br
. O TR 2 g_g
T oapx [~ oappx [T ompapx P
[ O Bt it T ——— a
" CLASSIC SCHEME Al

¥ CORRELATION BALANCE dR weight!'—"-1

[ Index of ldeality of Carelation
[T Camelation Intenzity |ndesx

v Conformism cosfficient

|05 it §01

cccpe |05 0

D srart Nepu:n:h
Threshold starik |3
Threshold maximal |3

MNumber af probes 7

todel Detals bt S0 Laz Veoas duned 2024

Mumber of promoters increaze/decreaze (15

T . 4 W DemoDCw
STOR andSANE cunent EWw's | F ExvalutionCar EXIT I

-




click where the pointer is

ﬂ CORAL: Building up preferable model
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Please wait until the calculation is finished and click where the pointer is

ﬂ CORAL: you should save model now
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click where the pointer is twice 1.Load method; and 2 Import of current model

ﬂ CORAL: select Phase (1 or 2); or change and save method; or import current model
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click where the pointer is to check model on validation set

E CORAL: Calculation of model for external substances
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ﬂ Please see results for validation set in file .../ model/FModelForValidationSet.tet; Mow you can study plots "expr vs calc”
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December 13,2024

There are two changes in this version of the program.

First, the Las Vegas process is controlled by two parameters: the number of samples (tests) and the percentage of object movements between the
active training, passive training, calibration and validation sets.
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Second, the data on correlation weights are now presented in two files, for example, Ws3-1.txt and Wv3-1.txt instead of the previously used w3-

1.txt.
Ws3-1.txt this is statistics, that is, the distribution by sets and the corresponding development into active and passive attributes;

Wv3-1.txt these are directly the numerical values of the correlation weights for calculating the optimal descriptor



