Table 1. Performance Benchmarks for ROCS on All 40 Targets Using Different Query Conformations.”

target mode AUC EF_max" with_%* EF1 DUD EF1 EF5S EF10 EF20 DUD EF20
ACE corina 0.65 25.6 1 25.6 7.8 4.7 2.6

ACE omega_highestE 0.65 27.7 1 27.7 8.2 43 2.7

ACE omega lowestE 0.68 29.8 1 29.8 9.9 4.9 2.8

ACE sybyl 0.67 25.6 1 25.6 7.8 43 2.9

ACE xtal 0.70 27.7 1 27.7 40.4 8.2 4.7 32 3.7
ACHE corina 0.76 23.0 1 23.0 10.7 6.7 3.8

ACHE omega_highestE 0.76 22.0 1 22.0 9.6 6.9 3.8

ACHE omega_lowestE 0.76 22.0 1 22.0 10.7 7.3 3.8

ACHE sybyl 0.77 23.0 1 23.0 14.0 7.6 3.8

ACHE xtal 0.77 26.8 1 26.8 1.9 12.6 7.4 39 2.0
ADA corina 0.75 9.2 1 9.2 52 4.8 2.8

ADA omega_highestE 0.80 13.8 1 13.8 3.5 2.2 2.4

ADA omega lowestE 0.85 13.8 1 13.8 44 4.4 33

ADA sybyl 0.83 18.3 1 18.3 7.0 44 2.6

ADA xtal 0.86 13.8 1 13.8 12.9 3.5 3.9 3.5 24

ALR2 corina 0.59 4.0 1 4.0 3.1 3.1 2.5
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