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X1

B R (RUH RN EL-BIFLEME ORNER (RTEE B FEHTR)

2 —= v HEER
(6198)
S RE D AT SR A D AR =
AmesTERER | ZHF | @iy | BeTEE Z ot ]
1 (Carbon
Hl) 571 28 8 53 black) 48] =

— SEIDRETIR

X2
Ames/QSARFBIMEDIRE (BAETILRU2ETILOMAAEHEIZLDEE)
QSAR
Posi Nega
Posi tp fn
Reference Nega fo o
2x(precision*s
(sensitivity+sp esitivity) /
tp/(tp+fn) tn/(tn+fp) ecificity) / 2 tp/(tp+fp) tn/(tn+fn) (tp+tn)/all (precision+sen
sitivity)
e . bal d t iti t ti

QSAR model sensitivity specificity a:caur:*::y ra;:?pr:::ilsli\c/):) rue ::tia ve accuracy f1
Derek Nexus 0.452 0.972 0.712 0.613 0.948 0.926 0.521
Sarah Nexus 0.674 0.938 0.806 0.518 0.967 0914 0.586
GT_EXPERT 0.651 0.981 0.816 0.778 0.966 0.952 0.709
GT1-BMUT 0.651 0.970 0.810 0.683 0.965 0.941 0.667
Derek Nexus+GT_EXPERT 0.698 0.960 0.829 0.638 0.969 0.936 0.667
Derek Nexus+GT1-BMUT 0.698 0.953 0.825 0.600 0.969 0.930 0.645
Derek Nexus— Sarah Nexus 0.721 0.921 0.821 0.477 0.971 0.903 0.574
Sarah Nexus+GT_EXPERT 0.814 0.933 0.873 0.547 0.980 0.922 0.654
Sarah Nexus+GT1-BMUT 0.814 0.921 0.867 0.507 0.980 0.911 0.625
GT_EXPERT+GT1-BMUT 0.651 0.967 0.809 0.667 0.965 0.939 0.659
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X3

RIS 1/ IEtEEL TR RSN =M EZFRU V=7 55 (CASE Ultra)

T-EXPERT .
Posi Nega
Reference
Posi 0 1
Nega 1 26

Out of domain & UKnown Positive &Known Negative ZfRUL =15 &

(total: 28/481)

GT1-BMUT

i N
Reference Posi cea
Posi 0 1
Nega 7 86

Out of domain & U Known Positive &Known Negative ZfRUL\=15&

19

(total: 94/481)




