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Fig. S1 The protonation state of R175H mutation in p53C.
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Fig. S2 The six different initial coordinates of R175H mutant with ReACp53 for 6
MDs.
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Fig. S3 The convergence analysis of WT, R175H and R175H+ReACp53 systems.
Time evolution of the B-sheet probability (a-c), Ca-root-mean-square-deviation (Cot-
RMSD) (d-f), the solvent accessible surface area (SASA) (g-1) and contact number of
whole p53 protein (j-1).
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Fig. S4 Time evolution of the contact number between the R175H mutant and
ReACpS53.
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Fig. S5 (a) The solvent accessible surface area (SASA) of each residue in the WT
system. (d) The difference value of SASA between R175H mutant (with or without
ReACp53) and WT p53C.
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Fig. S6 The maps of contact number between 3 and B8 in the WT (a), R175H (b)
and R175H+ReACp53 (c) systems.
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Fig. S7 The maps of contact number between 4 and B7 in the WT (a), R175H (b)
and R175H+ReACp53 (c) systems.
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Fig. S8 The maps of contact number between 6 and 7 in the WT (a), R175H (b)
and R175H+ReACp53 (c) systems.



Saltbridge  Location WT (%) R175H (%) R175H+ReACp53

(%)
K132-E271 p2-p10 74.8 66.0 68.9
K132-E285 p2-H2 94.3 83.1 93.0
R156-E204 B4-B6 13.4 18.4 6.7
R156-D258 B4-BY 64.9 58.5 64.8
R158-D208 B4-p6 12.8 17.6 13.6
R158-D258 B4-BY 99.9 99.9 97.4
K164-E271 B4-B10 80.4 92.8 96.1
R174-E171 [2i2 36.1 18.0 1.2
R175-E180 L2-L2 44.3 0 0
R175-D184 L2-L2 185 0 0
R175-D186 212 26.4 0 0
R181-E180 L2-L2 17.7 25.9 16.2
R196-D184 22 436 216 36.6
R196-D186 L2-L2 23.0 31.3 26.5
R196-E198 B5-B5 44.6 385 28.7
R202-E204  L(B5p6)-p6 23.8 72 95
R202-E221  L(B5B6)- 15.3 18.6 33.7

L(B7p8)

R249-E171 LAl 60.2 39.1 728
R273-D281 310-H2 50.7 58.3 40.0
R273-E285  (10-H2 48.1 64.7 57.4
R280-D281 H2-H2 333 345 51.3
R282-E286 H2-H2 99.7 99.5 99.6
R283-E287 H2-H2 65.8 62.6 69.9
R290-D281 H2-H2 33.3 0 16.7
R290-E285 H2-H2 38.9 5 39.4
R290-E287 H2-H2 27.1 2.5 48

Table. S1 The probabilities of salt bridge pairs in p53C for WT, R175H and
R175H+ReACp53.



