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Table S1. MM-GBSA free energy per residue pair decomposition (AG, kcal/mol).

Residue WT C1079F C1079G

Val1039 -1.3+0.2 -02+0.1 0.0+0.0
Val1042 -0.9+0.3 -0.8+0.2 0.0+0.0
Argl054 -0.0+0.0 -2.8+0.6 -09+0.6
Leul057 -0.1£0.0 -2.7+0.5 -1.0+0.2
Alal058 -0.0+0.0 -1.1+£0.2 -0.7+0.2
Val1060 -1.0+0.3 -0.0+0.0 0.0+0.0
Val1075 -23+04 -2.7+0.6 -1.6+04
Thr1076 -21+0.3 -23+04 -1.7+03
Lys1077 -1.0+0.2 -1.2+0.2 -09+0.2
Tyr1078 -12.0+04 -13.6+0.7 -10.6 +0.4
Lys1080 -49+04 -53+04 -55+04
Glu1081 -09+0.1 -0.9+0.1 -09+0.2
Glu1082 -19+0.3 -22+0.3 -1.8+04
Leul083 -2.0+04 -25+0.6 -25+04

The residues in the table revealed the free energy of contact with the residue in position 1079 lower
than 0.6 kcal/mol (~RT, T=300 K) at least in one of the simulations.

Table S2. MM-GBSA free energy per residue decomposition (AG, kcal/mol).

Residue WT C1079F C1079G
Res1079 13.3+£2.0 14.0+£3.2 11+£1.5
Val1039 -13.0+29 -11.7+2.8 -122+3.0
Val1042 -13.0+29 -11.1+25 -10.6+2.9
Argl054 -1649+3.2 -163.5+3.3 -164.5+34
Leul057 -14.6+34 -152+27 -152+27
Alal058 31+19 43+22 32+2.0
Val1060 -92+25 -11.1+£25 -11.3+25
Val1075 -11.5+£2.3 -9.3+2.7 -10.3+£2.9
Thr1076 -154+27 -152+25 -14.0+24
Lys1077 -1.0+0.2 -1.2+0.2 -0.9+0.2
Tyr1078 -155+35 -153+ 3.1 -14.1+3.1
Lys1080 -15.7 £ 3.6 -18.3+3.8 -16.8+3.6
Glul081 -58.3+2.8 -58.5+2.6 -57.6 £3.1
Glul082 -49.6 £+ 2.6 -49.7 £ 3.0 -49.9+2.6
Leu1083 -15.8+2.5 -12.4+2.6 -141+25
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The residues in the table revealed the free energy of contact with the residue in position 1079 lower
than 0.6 kcal/mol (~RT, T=300 K) at least in one of the simulations.



