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AutoDock 4.2 Release 4.2.6
(C) 1989-2012 The Scripps Research Institute
AutoDock comes with ABSOLUTELY NO WARRANTY.
AutoDock is free software, and you are welcome
to redistribute it under certain conditions:
for details type 'autodock4 -C'
main.cc $Revision: 1.213$

Compiled on Jul 18 2014 at 15:34:58

Globulin-HC

Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 13

USER Run=13

USER Cluster Rank = 1

USER Number of conformations in this cluster = 7

USER RMSD from reference structure =40.737 A

USER Estimated Free Energy of Binding = -4.47 kcal/mol [=(1)+(2)+(3)—(4)]

USER Estimated Inhibition Constant, Ki = 532.12uM (micromolar)  [Temperature =
298.15 K]

USER (1) Final Intermolecular Energy = -6.85 kcal/mol

USER vdW + Hbond + desolv Energy = —7.44 kcal/mol

USER Electrostatic Energy = +0.59 kcal/mol

USER (2) Final Total Internal Energy = —0.77 kcal/mol

USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.77 kcal/mol
USER DPF = C:/Users/ACER/Desktop/7Sglobulin/1.dpf

USER NEWDPF move chloro.pdbqt
USER NEWDPF about 0.010000 —0.086000 0.053000
USER NEWDPF tran( -31.008400 -26.306460 1.731761

USER NEWDPF axisangle) -0.297206 -0.894784 —0.333213 -171.449931
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USER NEWDPF quaternion0—0.296379 -0.892294 -0.332286 —0.074544

USER NEWDPF diheQ -171.14 -54.02 -179.57 174.70 14.48
108.70

USER X y z vdW Elec qg RMS
ATOM 1Cl 0 -34.546 -21.641 3.438 -0.55-0.03 -0.084
ATOM 2 N 0 -32.646 -26.198 4.608 -0.74 -0.22 -0.260
ATOM 3C 0 -32.262 -26.893 1.909 -0.29 +0.03  +0.042
ATOM 4 C 0 -32.809 -25.635 2.272 -0.31 +0.01 +0.019
ATOM 5C 0 -31.918 -27.781 2.939 -0.23 +0.03  +0.049
ATOM 6 C 0 -32.983 -25.329 3.637 -0.27 +0.05 +0.070
ATOM 7 C 0 -33.172 -24.705 1.283 -0.24 +0.01 +0.018
ATOM 8 C 0 -32.126 -27.393 4.246 -0.37 +0.09 +0.119
ATOM 9 C 0 —-33.522 -24.088 3.966 -0.32 +0.03 +0.056
ATOM 10 C 0 -33.709 -23.471 1.641 -0.20 +0.01  +0.025
ATOM 11 C 0 -33.883 -23.163 2.983 -0.37 +0.02 +0.036
ATOM 12 N 0 -32.056 -27.272 0.594 -0.11 -0.24 -0.385
ATOM 13 H 0 -31.112 -27.426 0.267 +0.06 +0.10  +0.160
ATOM 14 C 0 -33.129 -27.597 -0.323 -0.36 +0.05 +0.077
ATOM 15 C 0 -34.362 -27.981 0.488 -0.53 +0.02 +0.032
ATOM 16 C 0 -33.426 -26.401 -1.239 -0.34 +0.02 +0.026
ATOM 17 C 0 -33.364 -26.770 -2.727 -0.37 +0.03  +0.032
ATOM 18 C 0 -33.371 -25.519 -3.604 -0.26 +0.19 +0.272
ATOM 19 N 0 -32.098 -25.385 -4.305 -0.28 +0.05 +0.087
ATOM 20 C 0 -32.305-25.389 -5.754 -0.24 +0.15 +0.268
ATOM 21 C 0 -33.786 -25.378 -6.096 —-0.55 +0.03  +0.037
ATOM 22 C 0 -31.183 -26.460 -3.920 -0.27 +0.15 +0.268
ATOM 23 C 0 -30.016 -25.923 -3.108 -0.30 +0.02 +0.037
ENDMDL

-176.13 -180.00
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Albumin-HC

Keeping original residue number (specified in the input PDBAQ file) for outputting.
MODEL 26
USER Run =26

USER Cluster Rank = 1

USER Number of conformations in this cluster = 4

USER RMSD from reference structure =38.251 A

USER  Estimated Free Energy of Binding = -3.01 kcal/mol [=(1)+(2)+(3)—(4)]

USER Estimated Inhibition Constant, Ki = 6.24 mM (milimolar)  [Temperature =
298.15 K]

USER (1) Final Intermolecular Energy = -5.39 kcal/mol

USER vdW + Hbond + desolv Energy = -4.78 kcal/mol

USER Electrostatic Energy = -0.61 kcal/mol

USER (2) Final Total Internal Energy = —0.51 kcal/mol

USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.51 kcal/mol

USER DPF = C:/Users/ACER/Desktop/albumin/1.dpf

USER NEWDPF move chloro.pdbqt

USER NEWDPF about 0.010000 —0.086000 0.053000

USER NEWDPF tran() 34.260243 8.383854 17.749252

USER NEWDPF axisangle() -0.041749 -0.453740 0.890156 -60.801162
USER NEWDPF quaternion0-0.021127 -0.229612 0.450457 -0.862509

USER NEWDPF dihe( -42.59 179.90 175.46 -167.02 -160.64 -177.31 -85.76
-35.15

USER X y z vdW Elec qg RMS

ATOM 1Cl 0 35.130 13.618 20.758 -0.51 +0.05 -0.084  38.251

ATOM 2 N 0 35.798 11.015 16.453 -0.15 +0.17 -0.260 38.251

ATOM 3C 0 35.648 8.529 17.761 -0.16 -0.02  +0.042  38.251

ATOM 4 C 0 35.523 9.745 18.481 -0.17 -0.01 +0.019 38.251

ATOM 5C 0 35.849 8.604 16.375-0.22 -0.02 +0.049 38.251

ATOM 6 C 0 35.604 10.968 17.784 -0.23 -0.04 +0.070  38.251

ATOM 7 C 0 35.321 9.731 19.872 -0.13 -0.01 +0.018 38.251
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ATOM 8 C 0 35.914 9.848 15.781 -0.19 -0.06 +0.119  38.251
ATOM 9 C 0 35.479 12.147 18.515-0.26 -0.03 +0.056  38.251
ATOM 10 C 0 35.200 10.925 20.577 -0.17 -0.01  +0.025 38.251
ATOM 11 C 0 35.278 12.134 19.897 -0.26 -0.02 +0.036  38.251
ATOM 12 N 0 35.579 7.287 18.367 -0.02 +0.21 —-0.385 38.251
ATOM 13 H 0 35.865 7.192 19.332 +0.04 -0.09 +0.160  38.251
ATOM 14 C 0 34.987 6.122 17.741 -0.22 -0.05 +0.077 38.251
ATOM 15 C 0 35.919 5.638 16.635 -0.34 -0.03 +0.032  38.251
ATOM 16 C 0 34.752 5.020 18.783 -0.18 -0.02 +0.026  38.251
ATOM 17 C 0 33.293 4.550 18.824 -0.18 -0.02 +0.032  38.251
ATOM 18 C 0 32.539 4.983 17.567 -0.15 -0.15 +0.272  38.251
ATOM 19 N 0 31.793 3.858 17.011 -0.30 -0.06 +0.087 38.251
ATOM 20 C 0 30.354 4.114 17.074 -0.14 -0.16  +0.268  38.251
ATOM 21 C 0 29.674 3.750 15.764 -0.29 -0.03  +0.037 38.251
ATOM 22 C 0 32.121 2.622 17.722 -0.24 -0.19 +0.268  38.251
ATOM 23 C 0 30.877 1.980 18.311 -0.30 -0.02 +0.037  38.251
ENDMDL

Amyloid—HC
Keeping original residue number (specified in the input PDBAQ file) for outputting.
MODEL 7
USER Run=7
USER Cluster Rank = 1

USER Number of conformations in this cluster = 4

USER RMSD from reference structure = 45.560 A

USER Estimated Free Energy of Binding = -2.16 kcal/mol [=(1)+(2)+(3)-(4)]

USER Estimated Inhibition Constant, Ki = 26.11 mM (millimolar) [Temperature =
298.15 K]

USER (1) Final Intermolecular Energy = —-4.55 kcal/mol

USER vdW + Hbond + desolv Energy = -4.90 kcal/mol

USER Electrostatic Energy = +0.36 kcal/mol

USER (2) Final Total Internal Energy = —1.22 kcal/mol
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USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -1.22 kcal/mol

USER DPF = C:/Users/ACER/Desktop/amyloid/1.dpf

USER NEWDPF move chloro.pdbqt

USER NEWDPF about 0.010000 —0.086000 0.053000

USER NEWDPF tran( 21.654358 42.094250 11.074168

USER NEWDPF axisangle) 0.849805 -0.524299 0.054242 -116.469075

USER NEWDPF quaternion0(.722513 —0.445764 0.046117 —0.526443

USER NEWDPF dihe( 77.94 -70.14 166.87 172.85 -3.84 120.44 -41.55 -
72.02

USER X y z vdW Elec q RMS

ATOM 1Cl 0 23.291 37.479 14.711 -0.13 -0.05 -0.082 45.560
ATOM 2 N 0 23.472 42.471 13.817 -0.18 -0.08 -0.244  45.560
ATOM 3C 0 23.049 42.140 11.055 -0.31 +0.03 +0.056  45.560
ATOM 4 C 0 23.106 41.023 11.927 -0.29 +0.02  +0.033  45.560
ATOM 5C 0 23.210 43.418 11.612 -0.32 +0.01  +0.037  45.560
ATOM 6 C 0 23.320 41.236 13.305 -0.23 +0.04 +0.084 45.560
ATOM 7 C 0 22.952 39.719 11.425 -0.23 +0.00 +0.004 45.560
ATOM 8 C 0 23.414 43.526 12.973 -0.23 +0.02 +0.100  45.560
ATOM 9 C 0 23.372 40.122 14.139 -0.17 +0.02  +0.031  45.560
ATOM 10 C 0 23.009 38.624 12.282 -0.16 +0.01 +0.012  45.560
ATOM 11 C 0 23.219 38.826 13.640 -0.15 +0.03 +0.059 45.560
ATOM 12 N 0 22.841 42.020 9.692 -0.18 -0.11  -0.375 45.560
ATOM 13 H 0 23.542 41.562 9.125 -0.46 +0.04 +0.160 45.560
ATOM 14 C 0 21.606 42.393 9.035 -0.24 +0.01 +0.077 45.560
ATOM 15 C 0 21.896 43.537 8.069 -0.32 +0.00 +0.024  45.560
ATOM 16 C 0 21.014 41.186 8.294 -0.21 +0.00 +0.024 45.560
ATOM 17 C 0 20.649 40.035 9.240 -0.17 +0.01  +0.037 45.560
ATOM 18 C 0 19.920 38.919 8.493 -0.10 +0.08 +0.250 45.560
ATOM 19 N 0 20.753 37.722 8.431 -0.13 +0.05 +0.137 45.560
ATOM 20 C 0 20.244 36.693 9.339 -0.05 +0.10 +0.250  45.560
ATOM 21 C 0 21.109 36.583 10.584 -0.07 +0.02 +0.037  45.560

—e



ATOM 22 C 0 22.143 38.046 8.757 -0.23 +0.10 +0.250  45.560
ATOM 23 C 0 23.091 37.543 7.682 -0.35+0.02 +0.037 45.560
ENDMDL

Antithrombin—-HC

Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 8

USER Run-=38

USER Cluster Rank = 1

USER Number of conformations in this cluster = 1

USER RMSD from reference structure =17.040 A

USER Estimated Free Energy of Binding = -7.09 kcal/mol [=(1)+(2)+(3)—(4)]

USER Estimated Inhibition Constant, Ki = 6.31 uM (micromolar) [Temperature = 298.15 K]
USER (1) Final Intermolecular Energy = -9.48 kcal/mol

USER vdW + Hbond + desolv Energy = -9.42 kcal/mol

USER Electrostatic Energy = —0.06 kcal/mol

USER (2) Final Total Internal Energy = —0.97 kcal/mol

USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.97 kcal/mol
USER DPF = C:/Users/ACER /Desktop/autodock/antithrombin/1.dpf

USER NEWDPF move chloro.pdbqt
USER NEWDPF about 0.010000 —0.086000 0.053000
USER NEWDPF tran( 10.304453 -7.061910 -11.272488

USER NEWDPF axisangle() 0.041763 -0.247539 -0.967977 —-158.981128
USER  NEWDPF quaternion(0.041063 -0.243387 -0.951739 -0.182397

USER NEWDPF dihe( -163.27 117.91 -110.56 126.15 -61.66 1.09 6.08 68.72
USER X y z vdW Elec q RMS

ATOM 1Cl 0 5.343 -9.893 -9.135 -0.66 +0.00 -0.082 17.040
ATOM 2 N 0 8.737 -9.493 -12.886 -0.68 -0.06 -0.244 17.040
ATOM 3C 0 9.340 -6.819 -12.252 -0.47 -0.02 +0.056 17.040
ATOM 4 C 0 8.384 -7.552 -11.504 -0.48 -0.01 +0.033 17.040
ATOM 5C 0 9.978 -7.469 -13.319 -0.37 -0.00 +0.037 17.040
ATOM 6 C 0 8.113 -8.890 -11.857 -0.35 -0.00 +0.084 17.040
ATOM 7 C 0 7.713 -6.953 -10.424 -0.51 -0.00 +0.004 17.040
ATOM 8 C 0 9.647 -8.781 —-13.589 -0.39 +0.01 +0.100 17.040
ATOM 9 C 0 7.169 -9.587 -11.107 -0.36 +0.00 +0.031 17.040
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ATOM 10 C 0 6.774 -7.673 -9.691 -0.57 -0.00 +0.012 17.040
ATOM 11 C 0 6.502 -8.991 -10.033 -0.43 -0.00 +0.059 17.040
ATOM 12 N 0 9.666 -5.503 -11.971 -0.19 +0.18 -0.375 17.040
ATOM 13 H 0 10.252 -5.300 -11.172 -0.47 -0.14 +0.160 17.040
ATOM 14 C 0 9.328 -4.392 -12.836 -0.49 -0.02 +0.077 17.040
ATOM 15 C 0 9.481 -3.097 -12.046 —-0.44 -0.01 +0.024 17.040
ATOM 16 C 0 10.233 -4.390 -14.076 —-0.37 -0.00  +0.024 17.040
ATOM 17 C 0 11.724 -4.332 -13.716 -0.51 -0.01  +0.037 17.040
ATOM 18 C 0 12.447 -5.603 -14.159 -0.22 -0.02 +0.250 17.040
ATOM 19 N 0 12.442 -5.707 -15.615 -0.32 +0.00 +0.137 17.040
ATOM 20 C 0 12.930 -7.020 -16.039 -0.17 +0.03  +0.250 17.040
ATOM 21 C 0 12.969 -7.993 -14.873 -0.30 +0.00 +0.037 17.040
ATOM 22 C 0 13.255 -4.645 -16.209 -0.28 -0.00 +0.250 17.040
ATOM 23 C 0 14.700 -4.737 -15.748 -0.39 +0.00 +0.037 17.040
ENDMDL

SARS-COV2-HC
Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 9
USER Run=9
USER Cluster Rank = 1
USER  Number of conformations in this cluster = 14
USER RMSD from reference structure = 457.565 A
USER Estimated Free Energy of Binding = -6.76 kcal/mol [=(1)+(2)+(3)—(4)]

USER Estimated Inhibition Constant, Ki

USER (1) Final Intermolecular Energy = -9.15 kcal/mol
USER vdW + Hbond + desolv Energy = —7.49 kcal/mol
USER Electrostatic Energy = -1.66 kcal/mol
USER (2) Final Total Internal Energy = -0.54 kcal/mol
USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.54 kcal/mol

USER DPF = C:/Users/ACER/Desktop/covid/1.dpf

USER NEWDPF move chloro.pdbqt

USER NEWDPF about 0.010000 —0.086000 0.053000

USER NEWDPF tran() 242.840238 265.014380 282.205878

USER NEWDPF axisangle0 -0.333432 (0.887378 —0.318408 -162.278092
USER NEWDPF quaternion()-0.329452 0.876787 —0.314607 -0.154037

11.00 uM (micromolar) [Temperature = 298.15 K]
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USER NEWDPF dihe(
USER

ATOM 1N 0
ATOM 2 H 0
ATOM 3C 0
ATOM 4 C 0
ATOM 5C 0
ATOM 6 C 0
ATOM 7 C 0
ATOM 8 N 0
ATOM 9 C 0
ATOM 10 C 0
ATOM 11 C 0
ATOM 12 C 0
ATOM 13 C 0
ATOM 14 C 0
ATOM 15 C 0
ATOM 16 C 0
ATOM 17 N 0
ATOM 18 C 0
ATOM 19 C 0
ATOM 20 C 0
ATOM 21 C 0
ATOM 22 Cl 0
ATOM 23 C 0
ENDMDL

3.78 —18.05 155.97 -116.45 125.00 -96.23 -83.95 -133.79

X y z vdW Elec q RMS

243.793 263.858 283.244 -0.18 +0.79
244.155 263.226 282.542 -0.38 -0.54
244.760 264.493 284.117 -0.38 -0.12
244.571 263.948 285.529 -0.26 -0.03
246.185 264.229 283.612 -0.38 -0.04
247.229 264.298 284.734 -0.44 -0.05
247.196 265.656 285.433 -0.23 -0.31
248.238 265.726 286.453 -0.26 -0.19
249.435 266.380 285.922 -0.33 -0.44
250.539 266.435 286.965 -0.48 -0.08
248.565 264.388 286.946 -0.22 -0.42
247.487 263.868 287.882 -0.35 -0.05
242.445 264.168 283.242 -0.32 -0.10
241.961 265.501 283.241 -0.20 -0.05
240.569 265.728 283.242 -0.25 -0.11
242.857 266.584 283.240 -0.34 -0.00
239.684 264.714 283.243 -0.18 +0.35
240.121 267.046 283.240 -0.30 -0.03
240.161 263.448 283.244 -0.30 -0.17
241.503 263.127 283.244 -0.40 -0.07
241.011 268.123 283.238 -0.36 -0.05
240.409 269.736 283.236 -0.59 +0.06
242.381 267.892 283.238 -0.35 -0.01

Hemoglobin—-HC

-0.375
+0.160
+0.077
+0.024
+0.024
+0.037
+0.250
+0.137
+0.250
+0.037
+0.250
+0.037
+0.056
+0.033
+0.084
+0.004
-0.244
+0.031
+0.100
+0.037
+0.059
-0.082
+0.012

Keeping original residue number (specified in the input PDBQ file) for outputting.

MODEL
USER
USER
USER
USER
USER
USER
USER

16
Run =16
Cluster Rank = 1

Number of conformations in this cluster = 7
RMSD from reference structure =7.446 A
Estimated Free Energy of Binding = +21.77 kcal/mol [=(1)+(2)+(3)—(4)]

(1) Final Intermolecular Energy = +19.39 kcal/mol

vdW + Hbond + desolv Energy = +19.17 kcal/mol

§[49]§

457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
457.565
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USER
USER
USER
USER
USER
USER
USER
USER
USER
USER
USER
USER
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ENDMDL

Electrostatic Energy

= +0.21 kcal/mol

(2) Final Total Internal Energy = +8.76 kcal/mol

(3) Torsional Free Energy

= +2.39 kcal/mol

(4) Unbound System's Energy [=(2)] = +8.76 kcal/mol
DPF = C:/Users/ACER/Desktop/hemogolbin/1.dpf

NEWDPF move
NEWDPF about
NEWDPF tran(

NEWDPF dihe(

O 0 9 O L A W N~

DO DN = = = e e e e e e e
—_— O O 0 9 O N A W N = O
OO0 00 Z 00000000z 000000IZZ2

22 Cl
23 C

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0

chloro.pdbqt

0.010000 —0.086000 0.053000
-2.531029 5.593936 1.810632
NEWDPF axisangle0) -0.659573 -0.162456 0.733875 163.099027
NEWDPF quaternion(0-0.652412 -0.160693 0.725907 0.146955
-161.00 179.98 170.62 -41.40 —146.69 153.23 66.50 -13.02

X y
-3.472
-4.418
-3.192
-3.961
-1.684
-0.987
-1.929
-2.441
-3.869
-4.480
-1.696
-2.621
-2.500
-2.733
-1.684
-3.993
-0.466
-1.939
-0.259
-1.222
-3.192
-3.460
-4.220

z vdW Elec q
7.153 1.891 +0.50 -0.06
6.810 1.787 +0.36 +0.05
7.963 3.059 -0.41 +0.02
7.388 4.244 +1.30 +0.01
7.984 3.340 -0.35 -0.00
9.204 2.725 -0.66 —0.00
10.406 2.667 +3.45 +0.15
10.584 1.312 -0.40 +0.01
10.264 1.255 +0.29 +0.03
10.234 2.647 -0.19 +0.02
9.752 0.368 +0.20 —0.03
8.810 -0.385 +2.24 -0.01
6.731 1.002 -0.32 -0.01
5.730 0.024 -0.26 —0.01
5.357 -0.842 -0.27 -0.01
5.116 -0.081 +6.81 -0.00
5.924 -0.768 +1.19 +0.08
4.372 -1.793 +0.42 +0.01
6.877 0.170 +2.20 -0.06
7.307 1.060 -0.35 -0.01
3.762 -1.898 +0.75 +0.00
2.550 -3.090 +1.33 +0.02
4.135 -1.042 +1.34 -0.00

RMS
-0.375
+0.160
+0.077
+0.024
+0.024
+0.037
+0.250
+0.137
+0.250
+0.037
+0.250
+0.037
+0.056
+0.033
+0.084
+0.004
-0.244
+0.031
+0.100
+0.037
+0.059
-0.082
+0.012

7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
7.446
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Insulin-HC
Keeping original residue number (specified in the input PDBAQ file) for outputting.
MODEL 5
USER Run=15
USER Cluster Rank =1

USER Number of conformations in this cluster = 4

USER RMSD from reference structure =27.304 A

USER Estimated Free Energy of Binding = -3.46 kcal/mol [=(1)+(2)+(3)—(4)]

USER  Estimated Inhibition Constant, Ki = 2.90 mM (millimolar) [Temperature = 298.15 K]
USER (1) Final Intermolecular Energy = —-5.85 kcal/mol

USER vdW + Hbond + desolv Energy = -5.66 kcal/mol

USER Electrostatic Energy = —0.19 kcal/mol

USER (2) Final Total Internal Energy = —0.28 kcal/mol

USER  (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.28 kcal/mol
USER DPF = C:/Users/ACER /Desktop/autodock/insulin/1.dpf

USER NEWDPF move chloro.pdbqt
USER NEWDPF about 0.010000 —0.086000 0.053000
USER NEWDPF tran( =7.206585 10.343065 25.050629

USER NEWDPF axisangle() 0.311720 0.310993 0.897838 —-149.795889

USER  NEWDPF quaternion((.300955 0.300253 0.866830 -0.260539

USER NEWDPF dihe0 72.35 93.49 -71.70 -170.66 5.16 64.23 -110.92 -90.83
USER X y z vdW Elec q RMS

ATOM 1Cl 0 -10.573 13.289 29.197 -0.16 +0.02 -0.084 27.304
ATOM 2 N 0 -10.512 10.525 24.941 -0.09 -0.00 -0.260 27.304
ATOM 3C 0 -7.885 11.304 24.300 -0.45 -0.00 +0.042 27.304
ATOM 4 C 0 -8.525 11.781 25.473 -0.33 -0.00 +0.019 27.304
ATOM 5C 0 -8.602 10.431 23.468 -0.38 -0.01 +0.049 27.304
ATOM 6 C 0 -9.842 11.364 25.754 -0.19 -0.01 +0.070 27.304
ATOM 7 C 0 -7.856 12.657 26.343 -0.32 -0.00 +0.018 27.304
ATOM 8 C 0 -9.887 10.080 23.828 -0.26 +0.00 +0.119 27.304
ATOM 9 C 0 -10.448 11.846 26.912 -0.11 -0.01 +0.056 27.304
ATOM 10 C 0 -8.486 13.124 27.493 -0.30 -0.01 +0.025 27.304
ATOM 11 C 0 -9.783 12.718 27.778 -0.15 -0.01 +0.036 27.304
ATOM 12 N 0 -6.595 11.662 23.950 -0.30 -0.01 -0.385 27.304
ATOM 13 H 0 -6.441 12.526 23.448 +0.08 -0.01 +0.160 27.304
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ATOM 14 C 0 -5.418 10.934 24.380 -0.58 +0.02  +0.077 27.304
ATOM 15 C 0 -5.657 9.445 24.152 -0.27 +0.01  +0.032  27.304
ATOM 16 C 0 -4.184 11.417 23.606 —-0.65 +0.00 +0.026 27.304
ATOM 17 C 0 -4.487 12.623 22.707 +0.13 -0.00 +0.032 27.304
ATOM 18 C 0 -3.253 13.036 21.906 +0.10 -0.04 +0.272 27.304
ATOM 19 N 0 -3.581 13.139 20.488 -0.48 -0.01 +0.087 27.304
ATOM 20 C 0 -2.589 12.430 19.677 +0.40 -0.04 +0.268 27.304
ATOM 21 C 0 -1.737 13.402 18.878 -0.72 -0.01 +0.037 27.304
ATOM 22 C 0 -3.661 14.542 20.080 -0.27 -0.05 +0.268 27.304
ATOM 23 C 0 -2.627 15.386 20.806 -0.37 -0.01 +0.037 27.304
ENDMDL

Serotonin—HC

Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 2

USER Run-=2

USER Cluster Rank = 1

USER Number of conformations in this cluster = 1

USER RMSD from reference structure =43.926 A

USER Estimated Free Energy of Binding = -4.07 kcal/mol [=(1)+(2)+(3)—(4)]

USER Estimated Inhibition Constant, Ki = 1.04 mM (millimolar) [Temperature = 298.15 K]
USER (1) Final Intermolecular Energy = —-6.45 kcal/mol

USER vdW + Hbond + desolv Energy = -5.77 kcal/mol

USER Electrostatic Energy = —0.68 kcal/mol

USER (2) Final Total Internal Energy = -0.72 kcal/mol

USER  (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = -0.72 kcal/mol
USER DPF = C:/Users/ACER/Desktop/autodock/serotonin/1.dpf

USER NEWDPF move chloro.pdbqt
USER NEWDPF about 0.010000 —0.086000 0.053000
USER NEWDPF tran( 18.085573 -34.463294 -23.651371

USER NEWDPF axisangle() -0.220880 0.161650 0.961812 -146.312271
USER  NEWDPF quaternion(0-0.211403 0.154715 0.920548 -0.289765

USER NEWDPF dihe( -174.92 -122.71 -143.32 -74.99 90.72 -6.50 4.28 103.69
USER X y z vdW Elec q RMS

ATOM 1Cl 0 12.417 -32.559 -24.854 -0.43 +0.07 -0.084 43.926
ATOM 2 N 0 16.608 -34.832 -26.592 -0.70 +0.12 -0.260 43.926
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ATOM 3C 0 18.259 -33.561 -24.701 -0.24 -0.03  +0.042 43.926
ATOM 4 C 0 16.861 -33.319 -24.735 -0.26 -0.01 +0.019 43.926
ATOM 5¢C 0 18.794 -34.454 -25.641 -0.19 -0.03  +0.049 43.926
ATOM 6 C 0 16.072 -33.979 -25.700 -0.26 -0.04 +0.070 43.926
ATOM 7 C 0 16.269 -32.434 -23.818 -0.27 -0.01 +0.018 43.926
ATOM 8 C 0 17.942 -35.052 -26.547 -0.11 -0.06  +0.119 43.926
ATOM 9 C 0 14.703 -33.723 -25.712 -0.27 -0.03  +0.056 43.926
ATOM 10 C 0 14.898 -32.197 -23.853 -0.30 -0.02  +0.025 43.926
ATOM 11 C 0 14.115 -32.843 -24.801 -0.35 -0.02 +0.036 43.926
ATOM 12 N 0 19.103 -32.957 -23.787 —-0.10 +0.30 -0.385 43.926
ATOM 13 H 0 19.521 -33.518 -23.056 +0.10 -0.12 +0.160 43.926
ATOM 14 C 0 19.541 -31.580 -23.889 -0.14 -0.06  +0.077 43.926
ATOM 15 C 0 20.076 -31.138 -22.530 —-0.18 -0.03  +0.032 43.926
ATOM 16 C 0 20.619 -31.444 -24.973 -0.11 -0.02 +0.026  43.926
ATOM 17 C 0 21.902 -32.211 -24.627 —-0.22 -0.02 +0.032 43.926
ATOM 18 C 0 22.896 -31.315 -23.888 —0.23 -0.18 +0.272 43.926
ATOM 19 N 0 24.241 -31.502 -24.422 -0.36 -0.05 +0.087 43.926
ATOM 20 C 0 25.070 -30.326 -24.152 -0.24 -0.19 +0.268 43.926
ATOM 21 C 0 24.304 -29.288 -23.347 -0.32 -0.03  +0.037 43.926
ATOM 22 C 0 24.190 -31.769 -25.860 —0.20 -0.17 +0.268 43.926
ATOM 23 C 0 25.584 -31.965 -26.431 —-0.38 -0.03  +0.037 43.926
ENDMDL

Spectrin—HC
Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 3
USER Run =3
USER Cluster Rank = 1
USER  Number of conformations in this cluster = 3
USER RMSD from reference structure =62.715 A
USER  Estimated Free Energy of Binding = -4.12 kcal/mol [=(1)+(2)+(3)—(4)]
USER Estimated Inhibition Constant, Ki = 954.15uM (micromolar) [Temperature = 298.15 K]
USER (1) Final Intermolecular Energy = -6.51 kcal/mol
USER vdW + Hbond + desolv Energy = -5.92 kcal/mol
USER Electrostatic Energy = —0.59 kcal/mol
USER (2) Final Total Internal Energy = -0.61 kcal/mol
USER  (3) Torsional Free Energy = +2.39 kcal/mol
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USER
USER
USER
USER
USER
USER
USER
USER
USER
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ENDMDL

(4) Unbound System's Energy [=(2)]

= -0.61 kcal/mol

DPF = C:/Users/ACER/Desktop/autodock/spectrin/1.dpf
NEWDPF move
NEWDPF about
NEWDPF tran(

NEWDPF dihe(

O 0 9 O U A W N~

[\ T NG T N R e e e e e e e
D = O O 0 N N R WD = O
OO0 00 Z 0000 0ITZ000o0ooooooz

[\
W

Q

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0

chloro.pdbqt
0.010000 —0.086000 0.053000
24.194015 2.448299 57.403831
NEWDPF axisangle) 0.132675 -0.814660 0.564559 156.328232
NEWDPF quaternion((0.129854 —0.797340 0.552556 0.205109
-159.83 171.60 156.66 168.13 179.58 132.99 145.73 -42.91

x oy
19.895
21.093
23.194
22.407
22.893
21.364
22.662
21.853
20.606
21.888
20.860
24.236
24.152
25.515
26.103
25.339
25.108
25.039
26.249
26.032
24.549
27.371
27.839

z

-0.596

3.543
2.242
1.560
3.587
2.252
0.212
4.179
1.559

vdW Elec q

54.329 -0.41 +0.01
57.009 -0.49 -0.02
58.355 -0.22 -0.00
57.392 -0.13 -0.00
58.617 -0.40 +0.00
56.742 -0.18 +0.00
57.089 -0.25 -0.00
57.930 -0.50 +0.01
55.801 -0.31 +0.00

-0.456 56.144 -0.21 -0.00

0.219
1.638
0.668
2.278
2.700
3.488
3.081
1.561
1.056
0.873
0.839
1.966
2.604

55.500 -0.30 —0.00
59.037 -0.11 +0.05
59.308 +0.06 —0.03
59.273 -0.32 -0.02
57.931 -0.34 -0.01
60.201 -0.40 -0.01
61.662 -0.40 -0.01
61.806 —-0.16 —0.08
62.447 -0.11 -0.06
63.883 —0.05 -0.21
64.214 -0.25 -0.03
62.214 -0.12 -0.14
63.512 -0.32 -0.03

RMS
-0.082
-0.244
+0.056
+0.033
+0.037
+0.084
+0.004
+0.100
+0.031

+0.012
+0.059
-0.375
+0.160
+0.077
+0.024
+0.024
+0.037
+0.250
+0.137
+0.250
+0.037
+0.250
+0.037

62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
62.715
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Thrombin—HC

Keeping original residue number (specified in the input PDBQ file) for outputting.
MODEL 19

USER Run =19

USER Cluster Rank = 1

USER Number of conformations in this cluster = 12

USER RMSD from reference structure = 18.738 A

USER Estimated Free Energy of Binding = +92.26 kcal/mol [=(1)+(2)+(3)—(4)]
USER (1) Final Intermolecular Energy = +89.87 kcal/mol

USER vdW + Hbond + desolv Energy = +89.85 kcal/mol

USER Electrostatic Energy = +0.03 kcal/mol

USER  (2) Final Total Internal Energy = +2.93 kcal/mol

USER (3) Torsional Free Energy = +2.39 kcal/mol

USER  (4) Unbound System's Energy [=(2)] = +2.93 kcal/mol
USER DPF = C:/Users/ACER/Desktop/thrombin/1.dpf

USER NEWDPF move chloro.pdbqt
USER NEWDPF about 0.010000 —0.086000 0.053000
USER NEWDPF tran( 17.638907 4.667671 8.254355

USER NEWDPF axisangle0) 0.201519 —0.967072 -0.155442 -80.679768

USER NEWDPF quaternion()(.130448 -0.626005 —0.100621 -0.762218

USER NEWDPF dihe( 44.49 93.24 67.31 -28.07 153.41 102.84 -62.32 73.38
USER X y z vdW Elec q RMS

ATOM 1 Cl 0 17.326 4.378 14.339+13.02 -0.00 -0.084 18.738
ATOM 2 N 0 20.291 4.752 10.237 +3.27 +0.06 -0.260 18.738
ATOM 3C 0 18.383 3.530 8.568 +2.16 -0.01 +0.042 18.738
ATOM 4 C 0 18.127 3.732 9.948+23.80 -0.00 +0.019 18.738
ATOM 5C 0 19.618 3.958 8.059 +2.86 -0.02 +0.049 18.738
ATOM 6 C 0 19.112 4.348 10.747 +8.84 -0.01 +0.070  18.738
ATOM 7 C 0 16.907 3.323 10.513 +4.27 -0.00 +0.018 18.738
ATOM 8 C 0 20.519 4.552 8.919+12.59 -0.06 +0.119 18.738
ATOM 9 C 0 18.835 4.534 12.099 +1.95 +0.01 +0.056 18.738
ATOM 10 C 0 16.658 3.521 11.868 +0.24 +0.00 +0.025 18.738
ATOM 11 C 0 17.623 4.128 12.662 +2.52 +0.01  +0.036  18.738
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ENDMDL

12
13
14
15
16
17
18
19
20
21
22
23

O O 0O o0 Z2 0 0000 ITZ2

S O O O O O O o o o o <o

17.471
16.705
17.620
16.823
17.134
17.637
17.848
16.617
15.511
14.652
16.799
17.708

2.935
3.485
1.591
0.637
1.528
2.709
3.950
4.732
4.009
4.943
6.037
5.936

7.713 -0.16 +0.05
7.349 +0.18 +0.02
7.193 -0.42 -0.03
8.077 +8.53 -0.01
5.739 +3.09 -0.01
4.898 +1.43 +0.00
5.764 +0.03 -0.02
5.838 -0.66 +0.00
5.209 +1.01 +0.05
4.371 +0.47 +0.02
5.202 +0.87 -0.03
3.989 -0.04 +0.00

-0.385
+0.160
+0.077
+0.032
+0.026
+0.032
+0.272
+0.087
+0.268
+0.037
+0.268
+0.037

18.738
18.738
18.738
18.738
18.738
18.738
18.738
18.738
18.738
18.738
18.738
18.738
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Abstract

To answer the question: Was hydroxychloroquine the right choice to treat
corona patients? We conducted an in-silico study with a group of proteins:
Antithrombin 11l, SARS-CoV-2, Spectrin, Serotonin, Insulin, Amyloid,
Albumin, Globulin, Hemoglobin and Thrombin, to which this drug is likely to
bind after absorption in the blood using AutoDock 4.2 version 4.2.6. The result
showed that this drug inhibits the anti-thrombin I11 protein before the Covid-19
protein, and can even inhibit a group of vital proteins in the body.
Keywords: COVID-19; Hydroxychloroquine; Antithrombin I11; Inhibition
constant.

Résumé

Pour répondre a la question : L'hydroxychloroquine était-elle le bon choix
pour traiter les patients corona ? Nous avons mené une étude in silico avec un
groupe de protéines : Antithrombine I, SRAS-CoV-2, Spectrine, Sérotonine,
Insuline, Amyloide, Albumine, Globuline, Hémoglobine et Thrombine,
auxquelles ce médicament est susceptible de se lier aprés absorption dans le
sang a l'aide d'AutoDock 4.2 version 4.2.6. Le résultat a montré que ce
médicament inhibe la protéine anti thrombin 111 avant la protéine du Covid-19,
et peut méme inhiber un groupe de protéines vitales dans le corps.
Mots clés : COVID-19 ; Hydroxychloroquine ; antithrombine 111 ; Constante
d'inhibition.



