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Figure S2. Correlation between the ligand heavy atom count and different evaluation
metrics. The results are reported for the top-1 sample out of 40 predicted in the PDBbind test
data.



Characterisation of atoms in PDB residues.

Table S1.
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Table S2. Probabilities of the ligand atom, aromatic ring or amide group participation in the

non-covalent interactions in the PDBbind complexes.
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Table S3. Residues frequencies
in the PDBbind complexes.

Residue Name N

LEU 15946
GLY 14757
VAL 12227
ASP 11081
ILE 10659
TYR 10523
PHE 10180
ALA 9418
SER 9182
GLU 8370
HIS 7897
THR 7864
ARG 6948
ASN 5997
MET 5770
LYS 5657
TRP 5203
GLN 4654
PRO 4539

CYS 3618



Table S4. Non-covalent protein-ligand interactions and their parameters. The
distances for aromatic rings and amide groups are measured relative to their
centroids. 0 refers to an angle between the normal of the aromatic/amide plane and
the vector between the aromatic ring centroid and the cation. For the hydrogen and
halogen bonds, D is the donor atom covalently bound to the hydrogen/halogen; H/X
is the hydrogen/halogen atom; A is an acceptor atom; Y is a heavy covalently bound
neighbor of the acceptor atom. Multiple H-A-Y and X-A-Y angles may exist when
there are more than one Y atoms in the structure. In such cases, the smallest angle
is chosen. The minimal distances of favorable interactions is limited by the steric
overlap threshold. The exceptions are the hydrogen bonds that might be nearly as
short as the covalent bonds.

Distance range, Angles range
Type Interaction Orientation A (degrees)

Favorable interactions

(C,8)-(C, S, Cl,
Hydrophobic Br, 1) <45
Hydrophobic (C,S)-(F) <3.9
Aromatic - face-to-face
Hydrophobic Aromatic (parallel) <45 6 € {-30,30}
Aromatic - edge-to-face
Hydrophobic Aromatic (T-shaped) <55 6 € {60,120}
face-to-face
Hydrophobic Aromatic - Amide (parallel) <45 6 € {-30,30}
edge-to-face
Hydrophobic Aromatic - Amide (T-shaped) <50 6 € {60,120}
£D-H-A =90
Hydrogen Bond  Donor - Acceptor {2.5,3.9} ZH-A-Y 290
Cl, Br, | - £D-X-A =120
Halogen Bond Acceptor <4.0 LX-A-Y 275
Positive -
Electrostatic Negative {3.4,4.5}
Positive - face-to-face
Electrostatic Aromatic (above plane)  {3.4,4.5} 8 € {-40,40}

Unfavorable interactions

Donor - Donor <34
Acceptor -

Acceptor <32
Positive -

Positive <52
Negative -

Negative <52




