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Inter Fragment Interaction Energy (IFIE) is a useful piece of information
provided by the FMO method, which shows which residues and substrates (e.g. pharmaceuticals) are
interacting in an important way. Linear regression with the plIC50 of the drug substance gives the
importance of the residue as a regression coefficient. However, the introduction of chemical
descriptors is necessary to correct the tendency of FMOs to overestimate the entropy term and move
away from electrostatic interactions. In this task, the chemical space (chemical descriptors) and
the bioactive space (IFIE) were regressed separately by PLS regression and further mapped into 2D
space by manifold learning to obtain the 2D coordinates of the ligands and chemical descriptors, and

the residues and descriptors were selected to obtain the best evaluation index.
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2 IFIE LLE Group2
Groupl n_IFIE = 60, n_Des= 80, p = 0.8, method = LLE(k=18)
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Q12 -7.20 34

L30 -3.64 34

D32 -48.8 34, 35
G344 -12.4 34,35
V69 -3.95 34, 35
Y71 -9.96 34, 35
Q73 -3.10 35

K75 -3.27 34,35
W76 -12.3 34, 35
F108 -5.77 34, 35
W115 -4.79 34, 35
1118 -4.59 34, 35
D228 -53.9 34, 35
T231 -16.0 34,35
R307 -5.94 34, 35
V336 -0.97 34
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ATSCOdv 0 moreau-broto
ATS6dv 6
Xpc-4d 4 Chi path-cluster
JGI7 7
MPC2 2
Zagreb2 Zagreb index(version 2)
vaurf HB1 Volsurf 1
vaurf_HB2 Volsurf 1
vaurf_W2 Volsurf 1
SRW10 Legl10 only self returning walk
nHeavyAtom
IC1 1
MWC06 Leg6
VR1 D
MPC3 3
vsurf HB3 Volsurf 1
MWCQ07 Leg7
vaurf_W3 Volsurf 1
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