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SR-1

FTIR (KBr, cm-1) spectra of compound 6a

1H NMR (400 MHz, δ, ppm) spectra of compound 6a



13C NMR (400 MHz, δ, ppm) spectra of compound 6a

LC-MS spectra of compound 6a
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SR-4

FTIR (KBr, cm-1) spectra of compound 6b

1H NMR (400 MHz, δ, ppm) spectra of compound 6b



13C NMR (400 MHz, δ, ppm) spectra of compound 6b

LC-MS spectra of compound 6b
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SR-21

FTIR (KBr, cm-1) spectra of compound 6c

1H NMR (400 MHz, δ, ppm) spectra of compound 6c



13C NMR (400 MHz, δ, ppm) spectra of compound 6c

LC-MS spectra of compound 6c
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SR-2

FTIR (KBr, cm-1) spectra of compound 6d

1H NMR (400 MHz, δ, ppm) spectra of compound 6d



13C NMR (400 MHz, δ, ppm) spectra of compound 6d

LC-MS spectra of compound 6d
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SR-12

FTIR (KBr, cm-1) spectra of compound 6e

 1H NMR (400 MHz, δ, ppm) spectra of compound 6e



13C NMR (400 MHz, δ, ppm) spectra of compound 6e

LC-MS spectra of compound 6e
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SR-3

FTIR (KBr, cm-1) spectra of compound 6f

1H NMR (400 MHz, δ, ppm) spectra of compound 6f



13C NMR (400 MHz, δ, ppm) spectra of compound 6f

LC-MS spectra of compound 6f
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SR-6

FTIR (KBr, cm-1) spectra of compound 6g

1H NMR (400 MHz, δ, ppm) spectra of compound 6g



13C NMR (400 MHz, δ, ppm) spectra of compound 6g

LC-MS spectra of compound 6g
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SR-7

FTIR (KBr, cm-1) spectra of compound 6h

1H NMR (400 MHz, δ, ppm) spectra of compound 6h



13C NMR (400 MHz, δ, ppm) spectra of compound 6h

LC-MS spectra of compound 6h
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SR-13

FTIR (KBr, cm-1) spectra of compound 6i



1H NMR (400 MHz, δ, ppm) spectra of compound 6i

13C NMR (400 MHz, δ, ppm) spectra of compound 6i

LC-MS spectra of compound 6i
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SR-14

FTIR (KBr, cm-1) spectra of compound 6j



1H NMR (400 MHz, δ, ppm) spectra of compound 6j

13C NMR (400 MHz, δ, ppm) spectra of compound 6j

LC-MS spectra of compound 6j



Title Survival 
Score

Site 
Score

Vector 
Score

Volume 
Score

BEDROC 
Score

PhaseHypoScore

AADRR_1 5.069738 0.991397 0.955287 0.73662 0.98377 1.287982
AADRR_3 4.905304 0.813427 0.8755 0.715986 0.99262 1.286918
ADRR_2 4.84413 0.995019 0.941394 0.735339 0.987352 1.278046
AADRR_5 4.711901 0.723739 0.815888 0.631069 0.988926 1.271614
AAARR_2 4.739191 0.728928 0.8424 0.635954 0.973156 1.257552
AAADR_2 4.63441 0.823841 0.908019 0.715564 0.97829 1.256364
ADRR_1 4.87274 0.992516 0.944214 0.736519 0.962434 1.254762
AADR_2 4.6006 0.992794 0.952345 0.736964 0.973126 1.249136
AARR_3 4.602119 0.690675 0.957448 0.729225 0.863529 1.139626
AARR_2 4.724841 0.790252 0.964125 0.751729 0.842105 1.125588
ARRR_2 4.674086 0.685647 0.966347 0.716074 0.67823 0.958646

Table. S1: Total generated hypothesis.

Title Fitness
6a 2.593529
6d 2.591902
6c 2.590907
6b 2.587568
6f 2.58324
6h 2.583012
6e 2.575609
6j 2.571411
6i 2.565869
6g 2.565004

schrod_417623 1.983863
schrod_540219 1.980556
schrod_801249 1.980008
schrod_652409 1.972778
schrod_666306 1.960321
schrod_262504 1.940985
schrod_277226 1.940023
schrod_441781 1.927018
schrod_704471 1.919194

6m 1.918694
schrod_795607 1.918697



schrod_459822 1.915985
schrod_650568 1.9158
schrod_614928 1.9154

Table S2: Top 10 identified molecules by pharmacophore based screening of designed 
molecules and Decoy set ligands.

Fig.S1: Enrichment analysis plot of pharmacophore based screening.


