Table S1: List of known antagonist against Brd4 protein with the Pub Chem CID, Molecular weight,
ICso. The binding affinity of each antagonist has been provided with the docking score.

PubChem Molecular Chemical Molecular ICso (uM) | Binding Affinity
CID Formula Structure Weight (kcal/mol)
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Validation calculation: The total amount of GH and ER score has been calculated from the following

equation one and two.

Table S2: Enrichment factor and goodness of hit score of the model are included in the validation of
the pharmacophore model utilizing the GH scoring method.

Parameter Symbol Calculation Model
Total compounds in database - 472
Total actives in database - 36
Decoy compounds Dc D-A 436
Total hits retrieved Tu - 39
Active hits retrieved An - 36
% yield of active hits - (An/TH)*x100 92.307%
% ratio of active hits - (An/A)x100 100%
Enrichment factor EF Eq. (1) 12.10
False negatives Fn A-An 0
False positives Fr Tu— AH 3
Goodness of hit score GH Eq. (2) 0.936
Enrichment factor (EF) = ';\:zi (S1)
The goodness of hit Score (GH) = [{%ﬁ:m} x {1 - (T(];;_j:;[)}] (52)

where, AH is the active hits in the database, TH is the total number of hits retrieved, D is the total
compounds in the database, A is the total number of actives in the database, (TH - AH) = FC is the
number of false positives compounds, and (D — A) = DC is the decoy compounds of the database.

Table S3: The docking of the all selected compounds are provided with the standard deviation.

ZINC95504909 ZINC410488  ZINC2566088 ZINC250950 ZINCI161511
2 1 2
-7.1 -8.6 -1.7 -7.9 -7.2
-7.1 -8 -7.6 -7.9 -7.2
-7.1 -1.7 -7.8 -7.1 -6.9
Average -7.1 -8.1 -7.7 -7.7 -7
STDEV 0 0.45825756 0.1 0.46188021 0.17320508
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Figure S1. Structural description and the probable active site with the ligand molecule. The interaction
with the ligand was determined by the ligand scout
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Figure S2: Binding process validation of the docking results.




