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Table S1. List of X-ray structures exhibiting biological HaBs with indication of the
Ligand and Protein ID, the HaB donor and acceptor counterparts (Interaction), HaB
distance (d in A) and angle (A in °).

Ligand ID PDBID Interaction d A

17T 2Y6Q IS (MET375) 2.831 176.6
MM IPGF I--OC(LEU384) 3.743 178.9
IRF 2108 I--OC(GLY342) 3.351 166.8
ISF 1PGE I--OC(LEU384) 3.151 177.5
K8Q 6RLW I--OC(GLY312) 3.431 176.2
172G 3PPI I--OC(VALI27) 3.208 178.1
KON 6RZM I--OC(GLY182) 3.049 165.9
LCJ 6NYB I--OC(VAL127) 3.607 178.4
LSG 3MBL I--OC(VAL127) 3.052 176.2
LUG 3EQB I--OC(VAL127) 3.081 176.7
MI5 4LB3 I--O(THR113) 2.947 167.1
M3K 4ARK I--OC(VALI27) 3.439 178.0
MEK 3DV3 I--OC(VALI27) 3.147 177.2
P96 4AGQ I--OC(LEU145) 2.978 176.0
P74 4AGO I--OC(LEU145) 3.000 174.7
P51 4AGP I--OC(LEU145) 2.989 1752
NXG 4AGN I--OC(LEU52) 2.989 174.4
I--SeC(MSE102) 3383 170.5

PIH 3DNA I---OC(LEUS4) 3.396 164.2
PYZ TNQX I--OC(THR42) 3.642 170.1
Q2 6U99 I--OC(GLY135) 3.746 164.7
Q2A 6U9A I--OC(GLY135) 3.691 161.4
Q2A 6U9B I--OC(GLY135) 3.818 165.6
Q2D 6U93 I--OC(GLY135) 3.617 164.5
QOA TMOW I--OC(VAL127) 3.561 177.1
R22 2BE2 I--OC(TYR188) 3372 163.5
V04 3V04 I--OC(VALI27) 3311 176.3
T3W 7894 I--OC(VAL127) 3.480 175.2
VKD 7JUS I--OC(VAL127) 3.644 168.9
VRA 3ESN I--OC(VAL127) 3.309 176.2
YJ8 Y13 I--OC(GLY61) 3.121 176.8
YQY 4ANB I--OC(VAL127) 3.430 173.9
0BT 4L6C I--OC(ARG163) 3.172 171.4
136 1GID T--OC(VALA41) 3.418 169.9
1CX 3DY7 I--OC(VAL127) 3.354 178.6
TWW ALAZ I--OC(THR113) 3.031 165.6
21F ALYJ I--OC(THRS58) 3.276 178.3
21F ALYH I--OC(THRS53) 3.477 174.8
241 2C6C I--OC(ILE456) 3.767 165.4
2P7 4AND I--OC(VALI27) 3.777 1722
33E ATKI I--0C(GLY1043) 2.907 179.2
3AC 2B5) I--OC(TYRI8S) 3.567 169.4
3BM 3EQC I--OC(VAL127) 3.113 178.4
30R 30RN I--OC(VAL127) 3.592 179.1
3V0 3V0l I--OC(VAL127) 3.281 173.9
3WH 4X21 I--SC(MET146) 3.051 173.1
40F 4XP5 I--OC(ASP121) 3073 165.9




4BM 7JUU I--OC(VALI127) 3.543 175.4
4BM 7IV0 I--OC(VALI127) 3.747 169.4
4BM TMOX I---OC(VALI27) 3.173 177.4
4BM 3EQG I--OC(VAL127) 3.177 176.5
4BM 3VVH I--OC(VALI127) 3.198 177.2
409 4LBR I--OC(THR113) 2.933 165.6
573 4MNE I---OC(VALI27) 3.423 174.0
SEA 1S91 I---OC(VALI31) 3.165 175.6
515 216A I---OC(ILE39) 3.282 162.1
5Y0 4AN3 I--OC(VALI127) 3.436 175.1
61V SHK2 I---CC(TYR206) 3.572 165.2
77D 3SLS I---OC(VALI27) 3.130 174.8
7FO S5TMV I---OC(GLU419) 3.175 170.8
70V 5000 I---OC(TYR827) 3.062 176.1
9GH 5011 I---OC(LEU145) 2.887 175.0
9GK 501G I---OC(LEU145) 2.919 177.1
9GN 501H I---OC(LEU145) 2.921 177.4
9GO 501F I---OC(LEU145) 2.929 177.6
9GT 501E [---OC(LEU145) 2.913 177.5
IGW 501D I---OC(LEU145) 2.944 177.1
9GZ 501C I---OC(LEU145) 2.873 176.5
BBM 1S9J I---OC(VALI27) 3.134 176.1
CZI 1UHI [---OC(THR166) 3.119 174.2
DIZ 1T4E --OC(GLN72) 3.085 163.9
ELB 6G3Y I--OC(GLY312) 3.353 173.4
EUI 7JUY I--OC(VAL127) 3.861 170.8
FIB 3DN3 I---SC(MET102) 2.867 172.1
FIB 3DNS I---SeC(MSE102) 2.989 173.9
G9J 6DFN I--OC(VAL533) 3.089 173.5
9H2 501B I---OC(LEU145) 2.895 176.8
9H5 501A I---OC(LEU145) 2.867 176.9
DIU 2BXL I---OC(ARG257) 3.469 173.3
DIU 4ALUH I---OC(ASP450) 3.499 170.2
DIU 50SW I---OC(GLU449) 3.814 166.2
P84 4AGL I---OC(LEU145) 2.980 175.3
P86 4AGM I---OC(LEU145) 2.967 174.4
T2B 3WGW I--OC(GLY127) 3.069 174.1
YOV 5A0J [---OC(LEU145) 2.914 172.4
977 500H I--OC(THR177) 3.390 175.1
AOZ 6SPW I---OC(ASP237) 2.888 175.1
K8X 3KXN I---OC(VALL16) 2.937 168.1
T4A 1KGI I---OC(ALA709) 3.074 164.6
T44 4LNX I---OC(PHE218) 3.060 176.0
T44 1SNO I---OC(LEU109) 3.295 173.7
T44 1HK]1 I---OC(ALA406) 3.516 170.0
T44 1F86 I---OC(SER117) 3.660 176.3
T44 1ICT I---OC(SER117) 3.302 171.5
T44 1HK2 I---OC(ALA406) 3.720 169.2
T44 1HK3 I---OC(ALA406) 3.532 169.4
T44 IETB I---OC(THR109) 3.227 168.5
T44 2CEO I---OC(GLU377) 3.793 162.1
T44 11E4 I--OC(ALA109) 3.071 167.0
T44 SMHE I--OC(METI111) 3.700 164.8




AHY 2QPY I---CC(TYRS834) 3.631 174.7
AHY 3D57 I---OC(PHE272) 3.347 173.4
AHY 3JZC I---OC(PHE272) 3.237 176.1
AHY 3JZB I---OC(PHE218) 3.215 173.7
4HY 2PIN I---OC(PHE272) 3.279 176.4
AHY 2PKL I---CC(TYRS34) 3.476 175.8
AHY 2PIU I---CC(TYRS34) 3.594 175.1
AHY 2PIT I---CC(TYRS834) 3.671 175.1
4HY INQO I---OC(PHE272) 3.329 175.8
AHY INUO [---OC(PHE272) 3.691 176.1
AHY INQ2 I---OC(PHE272) 3.074 174.4
4QL 5B34 [---OC(ILE222) 3.110 177.3
B3I 1BKE I---OC(ARG257) 3.707 175.8
13C 3E3S I---OC(GLY20) 3.486 176.2
13C 3E79 I --OC(ALA334) 3.040 161.1
13C 3E3D I---OC(TYR20) 3.004 162.3
13C 3E3T I---OC(LEU141) 2.829 169.4
13C 4NC7 I---OC(GLU34) 2.110 167.7
13C 4BVX --OC(LEU171) 3.071 168.1
13C 3Q7S I--OC(LEU23) 2.791 177.2
13C 5U84 I---OC(ARG193) 2.901 168.5
13C 6EG7 I---OC(ASP146) 2.879 174.4
13C 6MRY I---OC(GLN3) 3.122 165.2
I3C 6NQZ [---OC(THR74) 3.400 170.3
13C 6QE4 I---OC(LEU292) 3.336 166.4
13C 7ISY I---OC(SER312) 3.309 173.8
T3 2H77 I---OC(PHE218) 3.118 176.6
T3 ANLW [---OC(PHE218) 3.057 175.3
T3 3VKX I--OC(GLY127) 3.068 171.1
T3 4LNX I---OC(PHE218) 3.060 176.0
T3 1BSX I---OC(PHE272) 3.325 175.8
T3 3GWS I---OC(PHE272) 3.101 174.5
T3 4701 I--OC(GLY344) 3.107 162.1




Cartesian coordinates of the PDB models
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