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Table S1. Atomic charges of FAV-Keto.

Atoms Atomic Number Atomic Charge
F 1 -0.33827000
O 2 -0.57101000
O 3 -0.57192000
N 4 -0.54480000
N 5 -0.44040000
N 6 -0.79722000
C 7 0.10433000
C 8 0.59767000
C 9 -0.01327000
C 10 0.50740000
C 11 0.62477000
H 12 0.41640000
H 13 0.22589000
H 14 0.39643000
 H 15 0.40401000
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Table S2. Atomic charges of FAV- Enol.

Atoms Atomic Number Atomic Charge
F 1 -0.33719000
O 2 -0.64678000
O 3 -0.65867000
N 4 -0.42363000
N 5 -0.44815000
N 6 -0.76980000
C 7 0.01505000
C 8 0.52983000
C 9 0.01074000
C 10 0.55168000
C 11 0.63837000
H 12 0.20939000
H 13 0.40401000
H 14 0.41654000
H 15 0.50861000
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Table S3. Atomic charges of Hydroxychloroquine.

Atoms Atomic Number Atomic Charge
Cl 1 -0.00360000
O 2 -0.73023000
N 3 -0.58615000
N 4 -0.61507000
N 5 -0.52322000
C 6 -0.40076000
C 7 -0.39499000
C 8 -0.01196000
C 9 -0.15595000
C 10 -0.18633000
C 11 -0.57783000
C 12 -0.16200000
C 13 0.23821000
C 14 -0.03039000
C 15 -0.57731000
C 16 -0.16743000
C 17 -0.32892000
C 18 0.31838000
C 19 -0.17272000
C 20 0.08573000
C 21 -0.22986000
C 22 -0.21621000
C 23 -0.02464000
H 24 0.22251000
H 25 0.19463000
H 26 0.18828000
H 27 0.19660000
H 28 0.19211000
H 29 0.17027000
H 30 0.19004000
H 31 0.37474000
H 32 0.15762000
H 33 0.19695000
H 34 0.19412000
H 35 0.21104000
H 36 0.20929000
H 37 0.16159000
H 38 0.18830000
H 39 0.14672000
H 40 0.18693000
H 41 0.19100000
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H 42 0.20222000
H 43 0.19977000
H 44 0.21057000
H 45 0.18948000
H 46 0.18184000
H 47 0.23200000
H 48 0.21843000
H 49 0.44620000


