Exploratory target-level signals
ﬂ B Representative NNN docking conformations
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Nominal MR rows (P < 0.05)

a Representative nominal target-level MR rows

pegiing priority | Comp. | Target | Method  [oR [P |
NNN @ B J

NNN AKT2 MR Egger 0.608 0.00235
NNK [
NNN AKT2 Weighted median 0.768 0.0429
NPIP [
NDMA AKT2 MR Egger 0.608 0.00235
NPYR () g9
NDEA P NDMA AKT2 Weighted median 0.768 0.0379
NDMA ® NNK CDH2 Simple mode 0.0259 0.00376
T T T T T T
-6.0 -55 -50 -45 -40 -=-35 NNK KDR VW 0.862 0.0419

Best docking affinity (kcal/mol)



