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binding_energy=-7_.38
ligand_efficiency=-0.35
inhib_constant=3.87
inhib_constant_units=ulM
intermol_energy=-8.58
vdw_hb_desolv_energy=-8.26
electrostatic_energy=-0.32
total_internal=-1.0
torsional_energy=1.19
unbound_energy=-1.0
filename=7cwo.dlg
clRMS=0.0
refRMS=164 47
rseed1=None
rseed2=Mone

Figure S1 (A). Screenshot of Autodock outputs for Ni(ll) complex
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Figure S1 (B). Screenshot of Autodock outputs

for Ni(ll) complex

[Ni(LY)](PPh3)]DMF(1) with SARS-CoV-2 Spike protein (PDB ID:

7CWO).
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[Ni(L)](2) with SARS-CoV-2 Spike protein (PDB ID: 7CWO).

This journal is © The Royal Society of Chemistry 20xx
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binding_energy=-7.46
ligand_efficiency=-0.36
inhib_constant=3.39
inhib_constant_units=uM
intermol_energy=-8.66
vdw_hb_desolv_energy=-8.52
electrostatic_energy=-0.13
total_internal=-2.28
torsional_energy=1.19
unbound_energy=-2.28
filename=Tqtk.dlg
cIRMS=0.0
refRMS=397.99
rseed1=None
rseed2=None

Figure S1(C). Screenshot of Autodock outputs for Ni(ll) complex

[Ni(LY)](PPh3)]DMF(1) with Omicron S protein (PDB ID: 7QTK).

This journal is © The Royal Society of Chemistry 20xx
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Figure S1 (D). Screenshot of Autodock outputs for Ni(ll) complex

[Ni(L?)](2) with Omicron S protein (PDB ID: 7QTK).

J. Name., 2013, 00, 1-3 | 3



7

File 3D Graphics Edit Select Display Color Compute  Hydro
P R (=[] =
AEY 205 G T ENGRE:
A0T4 2 Ligand Flexible Residues  Grid  Docking Run  Analyze

<
DashBoard | AniMal | Tools

Sel.:| v|cvp ¥
I
% Pz SRh QS
@ Al Malecules %% %% % VY

Current Selection %% NN VYV
D '::""Cnm‘]pphB [HE It Taikrar
b ¥ 7wke mE Yeletaleiviv

74 comlpph3

I JEETE -] -

7

binding_energy=-7.03
ligand_efficiency=-0.33
inhib_constant=7.08
inhib_constant_units=ul
intermol_energy=-8.22
vdw_hb_desolv_energy=-8.18
electrostatic_energy=-0.04
total_internal=-2.28
torsional_energy=1.19
unbound_energy=-2.28
filename=Twka . dlg
cIRMS=0.0
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Figure S1 (E). Screenshot of Autodock outputs for Ni(ll) complex

[Ni(LY)](PPh3)]DMF(1) with Omicron S protein (PDB ID: 7WK8).
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binding_energy=-7.89
ligand_efficiency=-0.28

inhib_constant=1.64

inhib_constant_units=uM
intermol_energy=-9.98
vdw_hb_desolv_energy=-9.84
electrostatic_energy=-0.14

total_internal=-0.75
torsional_energy=2.09
unbound_energy=-0.75

filename=Twk8.dIg

clRMS=0.0
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Figure S1 (F). Screenshot of Autodock outputs

for Ni(ll) complex

[Ni(L2)](2) with Omicron S protein (PDB ID: 7WKS8).
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binding_energy=-9.04
ligand_efficiency=-0.15
inhib_constant=234.91
inhib_constant_units=n\
intermol_energy=-12.32
vdw_hb_desolv_energy=-11.76
electrostatic_energy=-0.57
total_internal=-2.8
torsional_energy=3.28
unbound_energy=-2.8
filename=Tcwo.dlg
clRMS=0.0
refRMS=153.94
rseed1=MNone
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Figure S1 (G). Screenshot of Autodock outputs for ivermectin (IVM)

with SARS-CoV-2 spike protein (PDB ID: 7CWO).

This journal is © The Royal Society of Chemistry 20xx
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binding_energy=-8.93
ligand_efficiency=-0.14
inhib_constant=284 61
inhib_constant_units=nM
intermol_energy=-12.21
vdw_hb_desolv_energy=-12.24
electrostatic_energy=0.03
total_internal=-3.09
torsional_energy=3.28
unbound_energy=-3.09
filename=7qtk.dlg
clRMS=0.0
refRMS=392.61
rseed1=None
rseed2=MNone

Figure S1 (H). Screenshot of Autodock outputs for

with Omicron S protein (PDB ID: 7QTK).

ivermectin (IVM)

J. Name., 2013, 00, 1-3 | 5



7%

74
File 3D Graphics Edit Select Display Color Compute File 3D Graphics  Edit  Select Display Color  Compute
= ,.] ] 5 = = .l T r] : {:‘* ]'\ s | = -m
7 [ 2 | | ? by
A0T4 2 Ligand Flexible Residues Grid  Docking Run  Anahy |A0T4.2 Ligand Flexible Residues  Grid  Docking  Run  Analy
1l
< (3
DashBoard | Anilol | Tools DashBoard | AniMal | Tools
Sel.:| »/cvD ¥ Sel. | |lcvp ¥
B B SLBCRMSLC
‘";._ fh'* Z Z S -LZ EI & BMSE Elj i_ "fh"‘ Z z A&l
¥ Al Molecules %%%%“vv ¥ All Malecules %%5%%%‘??
Current Selection L5 S S A Current Selection BN%%BNB VY
b Twks O®ooOOVY P %levos_molpde O®OOOOVY
B % vermectinpdh O®COOOVY P % 7cwo Oeoo00VY
T4 7é
el (e o |l efse e [
1 - 1
74 Conformation 9 Info X

binding_energy=-10.14
ligand_efficiency=-0.16
inhib_constant=36.89
inhik_constant_units=nhl
intermol_energy=-13.42
vdw_hb_desolv_energy=-13.26
electrostatic_energy=-0.16
total_internal=-2.63
torsional_energy=3.28
unbound_energy=-2.63
filename="Twk8 _dlg
clRMS=0.0
refRMS=332.08
rseed1=MNone
rseed2=None

Figure S1 (I). Screenshot of Autodock outputs for ivermectin (IVM)

with Omicron S protein (PDB ID: 7WK8).
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binding_energy=-5.7
ligand_efficiency=-0.34
inhib_constant=66_56
inhib_constant_units=uM
intermol_energy=-8.08
vdw_hb_desaolv_energy=-7.78
electrostatic_energy=-0.31
total_internal=-1.95
torsional_energy=2.39
unbound_energy=-1.95
filename=7Vcwo.dlg
clRMS=0.0
refRMS=163.47
rseed1=None
rseed2=None

Figure S1 (J). Screenshot of Autodock outputs for levosalbutamol

(LVM) with SARS-CoV-2 spike protein (PDB ID: 7CWO).

This journal is © The Royal Society of Chemistry 20xx
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Analy

Figure S1 (K). Screenshot of Autodock outputs for levosalbutamol

(LVM) with Omicron S protein (PDB ID: 7QTK).

This journal is © The Royal Society of Chemistry 20xx
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binding_energy=-5.78
ligand_efficiency=-0.34
inhib_constant=58.22
inhib_constant_units=uM
intermol_energy=-8.16
vdw_hb_desolv_energy=-7.01
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total_internal=-2.06
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(LVM) with Omicron S protein (PDB ID: 7WKS).

Figure S1 (L). Screenshot of Autodock outputs for levosalbutamol
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