Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
60}%

This journalM@d E15¢ iBiry 2013 Dynamic Article Links »

Cite this: DOI: 10.1039/c0xx00000x

www.rsc.org/publishing/journals/mb

supplemental information

Table S1. Computational alanine-scanning mutagenesis: binding free
energies of peramivir with the neuramindase of the 2013 H7N9 influenza
s A virus

Table S2. Computational alanine-scanning mutagenesis: binding free
energies of oseltamivir with the neuramindase of the 2013 H7N9
influenza A virus

Residue Inter Inter ~ Reaction Cavity Constant AGpginding Residue  Inter Inter ~ Reaction Cavity Constant AGpgiuing
vdW  Coulomb  Field (kcal/mol) vdW__ Coulomb _ Field (kcal/mol)
Argll4 2851+ -120.55 94.18+ -8.59+ 5 % 953+ Argll4 -26.03+ -108.02f 96.59+ -7.79% 289 -7.63+
231 4.20 3.07 0.17 il 0.23 1.41 3.81 3.62 0.09 0.28
Argl48 2995+ -12321+ 9586+ -8.82+ 5 80 981+ Argld8 -27.23t -105.16t 94.18t -7.81% 289 -7.71%
231 420 3.07 017 7 0.23 1.41 3.81 3.62 0.09 0.28
Argd67 2832t 9658t 9761 -651f .o 6641 Arg367 2501+  -87.19% 9659t -7.04t .. -5.26%
2.31 420 3.07 017 7 0.23 1.41 3.81 3.62 0.09 0.28
Trpl75 -28.13% -117.11+ 9623t 861t o -8.92+ Trpl75 26274 -105.57+ 9624t -7.62 o9 -741%
231 420 3.07 017 0.23 1.41 3.81 3.62 0.09 0.28
Asn291 -3028+ -120.59+ 9428+ 861+ 5 8 972+ Asn291 -26.32+ -105.04f 96.58t -7.72% 289 -7.34%
231 4.20 3.07 0.17 il 0.23 1.41 3.81 3.62 0.09 ’ 0.28
Asn342 2970+ -12022+ 9435+ -861* 961+ Asn342 -25.01% -106.07f 9698t -7.61% -7.25%
2.89 -2.89
2.31 420 3.07 0.17 0.23 1.41 3.81 3.62 0.09 0.28
Aspl47 -2598% -10698 97.61f 695t .o 732t Aspl47 -25.04f  -8L19% 9659+ -7.03+ o5 -4.63%
2.31 420 3.07 017 7 0.23 1.41 3.81 3.62 0.09 0.28
Glulls -29.89+ -121.51f 9428+ 863+ 9.77+ Glull5 -2671+ -105.75t  96.06t -7.91f o9 -7.53%
231 420 307 o017 28 023 1.41 3.81 362 0.09 : 0.28
Glu224 -28.94+ -120.19% 9436+ -8.85+ 5 8 955+ Glu224 -27.34%f -106.61% 9629+ -7.97* 289 -7.67%
231 420 3.07 017 0.23 1.41 3.81 3.62 0.09 ’ 0.28
Glu274 -28.11+ -112.62+ 9428+ -891+ 5 89 868 + Glu274 -28.63t -106.35t 94.18f -7.81% 289 -7.98%
2.31 420 3.07 017 7 0.23 1.41 3.81 3.62 0.09 ’ 0.28
Gly344 -2834% 11974+ 9544t 8228 o 926% Gly3d44 -25.03t -104.19f 9659t -7.67t oo -1
231 420 3.07 017 0.23 1.41 3.81 3.62 0.09 0.28
Ilel45 -29.64+ -120.65+ 9338+ -837+ 5 972+ Ilel45 -19.75+ -103.03t 9897+ -7.01% 289 -6.11%
23] 420 307 o7 289 023 1.41 3.81 362 0.09 : 0.28
Pro428 -29.69+ -121.36+ 9342+ -883+ 985+ Pro428 -26.02 -105.12+ 96.54+ -7.75% -7.32+
2.89 -2.89
231 420 3.07 0.17 0.23 1.41 3.81 3.62 0.09 0.28
Serl76 -28.18% -112.64f 9211+ 881+ .o -891% Serl76 -25.78+ -105.01% 9676t -7.54%  , o9 -7.24%
2.31 420 3.07 017 7 0.23 1.41 3.81 3.62 0.09 ’ 0.28
Thr436 -29.75f -121.21% 9379t 806 9724 Thrd36 -25.67+ -104.07f 9637t -7.61t  , of -7.18%
231 420 3.07 017 2 0.23 1.41 3.81 3.62 0.09 ’ 0.28
Tyr401 -28.03f -122.04f 9568+ -8.01% 5 8 942+ Tyr401 -27.89+ -106.94f 96.03f -7.98% 289 -7.79%
231 420 3.07 0.17 il 0.23 1.41 3.81 3.62 0.09 0.28
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Table S3. Computational alanine-scanning mutagenesis: binding free
energies of zanamivir with the neuramindase of the 2013 H7N9 influenza

A virus
Residue Inter Inter Reaction Cavity Constant AGginding
vdW  Coulomb Field (kcal/mol)
Argll4 -26.01% -88.52% 79.81t -6.05% 289 -7.16%
1.02 2.47 1.98 0.08 ' 0.13
Argl48 -28.04 -89.11% 79.84%  -6.04% 289 -7.43%
1.02 2.47 1.98 0.08 ' 0.13
Arg367 -26.01% -81.24% 7997t -6.47% 289 -6.42%
1.02 2.47 1.98 0.08 ' 0.13
Trpl75 -28.95+ -89.91% 7991t -6.89% .89 -7.69%
1.02 2.47 1.98 0.08 ' 0.13
Asn291 -2891+ -90.89+ 7934 -6.71% 289 -7.83%
1.02 2.47 1.98 0.08 ' 0.13
Asn342 -29.19t -90.69+ 79.01f -7.15% 289 -7.92%
1.02 2.47 1.98 0.08 ' 0.13
Aspl47 -27.02+ -78.67t 80.95+ -6.01% 289 -6.11%
1.02 2.47 1.98 0.08 ' 0.13
Glull5 -28.03t -89.01% 7997t  -6.17% .89 -7.41%
1.02 2.47 1.98 0.08 ' 0.13
Glu224 -27.13t  -89.08% 79.94%  -6.06% 289 -7.32+
1.02 2.47 1.98 0.08 ' 0.13
Glu274 -27.01+ -85.18% 79.96t -6.21% 289 -6.91%
1.02 2.47 1.98 0.08 ' 0.13
Gly344 -29.94t -89.98+ 78.15t  -6.96% 289 -7.99%
1.02 2.47 1.98 0.08 ' 0.13
Ilel45 -28.01+ -88.37% 79.87t  -6.39% .89 -7.38%
1.02 2.47 1.98 0.08 ' 0.13
Pro428 -27.72+ -89.82% 79.82t  -6.01% 289 -7.47+
1.02 2.47 1.98 0.08 ' 0.13
Serl76 -28.73+ -89.83t 79.85t  -6.85% 289 -7.66%
1.02 2.47 1.98 0.08 ' 0.13
Thrd436 -27.54+ -85.01% 79.95t -6.18% 289 -6.95%
1.02 2.47 1.98 0.08 ' 0.13
Tyrd01 -28.73+ -90.78% 7931 -6.77% 289 -7.81%
1.02 2.47 1.98 0.08 ) 0.13
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