Table S1. The 2D and 3D molecular docking interactions of the docked vitamin D3 with ADAM17 binding site.

PDB 2D interactions 3D interactions

2ddf

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H
O basic  -*backbone acceptor solventcontact @+ arene-cation
O greasy = backbone donor = metalfion contact

. proximity - ligand o receptor

contour exposure exposure

3100

polar - sidechain acceptor solvent residue arene-arene
O pol * sidechai Q sol id

aciaic siaechain donor metal complex arene-|
O acidic  + sidechain d (@) I compl OH H
O basic  ** backbone acceptor solventcontact @+ arene-cation
O greasy " backbone donor = metalfion contact

. proximity ligand O receptor

contour exposure exposure




3ewl

His415

O polar ~» sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H
O basic -~ backbone acceptor ~ solventcontact @+ arene-cation
O greasy ¢ backbone donor metalfion contact

proximity ° ligand O receptor

contour exposure exposure

3kmc

e 2o

O polar » sidechain acceptor O solvent residue arene-arene
O acidic ~ + sidechain donor O metal complex ~ ©@H arene-H
O basic  -~*backbone acceptor - solventcontact @+ arene-cation
(O} greasy “+ backbone donor - metalfion contact

proximity - ligand O receptor

contour exposure exposure




3kme

_ His405
Hus415 2

i 'Znn

O polar * sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H
O basic = backbone acceptor solvent contact ©+ arene-cation
O greasy = backbone donor - metalfion contact

. proximity ligand O receptor

contour exposure exposure

31e9

.
R -

O polar * sidechain acceptor O solvent residue arene-arene
O acidic ~ + sidechain donor O metal complex ©H arene-H
O basic = backbone acceptor - solvent contact ©+ arene-cation
O greasy = backbone donor == metalfion contact

. proximity ligand O receptor

contour exposure exposure




3064

ris415

4 .anr

-~

Val
502

2 @@g® ®
® ® ®

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H

basic backbone acceptor ~ solventcontact @+ arene-cation
O greasy - backbone donor metalfion contact

proximity ° ligand Orecep(or

contour exposure exposure

2i47

His415

O polar - sidechain acceptor O solvent residue arene-arene
O acidic ~ + sidechain donor O metal complex ~ ©H arene-H

O basic  -~*backbone acceptor - solventcontact @+ arene-cation
(O] greasy “* backbone donor = metalfion contact

. proximity ° ligand O receptor
contour exposure exposure




3e8r

3edz

3igp

Leu
38

O polar - sidechain acceptor O solvent residue arene-arene
O acidic ~ + sidechain donor O metal complex ©H arene-H
O basic - backbone acceptor solvent contact ©+ arene-cation
O greasy < backbone donor metalfion contact

proximity ligand O receptor

contour exposure exposure




1bkc

2010

3lea

‘H|5415

His405

T

.
@

O polar ~=* sidechain acceptor O solvent residue ©© arene-arene

O acidic  + sidechain donor O metal complex ©H arene-H

O basic = backbone acceptor solvent contact ©+ arene-cation

O greasy =+ backbone donor = metalfion contact His415
. proximity ligand O receptor
contour exposure exposure

Ala
39

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ©H arene-H
O basic  -~*backbone acceptor - solventcontact @+ arene-cation
@ greasy *+ backbone donor = metalfion contact

. proximity - ligand O receptor
-~ contour exposure exposure

185




209

ih Zn++,ZN
§

O polar  ~*sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H His415
O basic  =*backbone acceptor “ solvent contact ©+ arene-cation
O greasy - backbone donor - metalfion contact

, proximity . ligand Oveceptor

contour exposure exposure

2fv5

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H
O basic  =*backbone acceptor - solventcontact @+ arene-cation His415
® greasy *+ backbone donor * metalfion contact
proximity " ligand O receptor

contour exposure exposure




3942

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H

basic backbone acceptor ~ solventcontact @+ arene-cation
O greasy - backbone donor metalfion contact

proximity ° ligand Oreceplor

contour exposure exposure

2a8h

O polar - sidechain acceptor O solvent residue arene-arene
O acidic  + sidechain donor O metal complex ~ ©H arene-H
O basic  -~* backbone acceptor ~ solventcontact @+ arene-cation
O greasy = backbone donor metalfion contact

proximity ° ligand Orecep(or

contour exposure exposure

Glud06

Vi tdEE

8208
His415

His405

His415




