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Supplementary Table 2: Docked complexes of inflammatory pathway proteins with
MMINA along with vina score and cavity size

Drug Protein Vina Cavity
score size
MMINA COX3 -9.1 1312
-8.9 4932
-7.4 994
-7.4 196
-6.5 224
TNF alpha -7.6 303
-7.1 59
-7 92
-6.3 53
-6.1 66
NF-kB -7.3 219
-6.9 362
-6.7 305
-6.5 692
-4.9 164
STAT3 -8.6 504
-7.9 3885
-7.7 1286
-7.2 2161
-5.9 510

Supplementary Table 3: Docked complexes of testicular function proteins with MMINA
along with vina score and cavity size

Drug Protein Vina Cavity
score size
MMINA 3beta HSD -9.6 3266




-1.4 289
-6.8 264
-6.6 194
-5.7 211
CATSPERZ -1.7 272
-7.1 97
-6.6 101
-6.6 95
-6.3 92
CYP20A1 -7.6 469
-1.5 14045
-7.3 215
-7.1 674
-7 338
StAR -9 1425
-7.3 112
-1.2 429
-7 300
-6.7 162




