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Fig. S1 The optimized radica complexes H,SO,:-HOO"--(H,0)n(n=1-2) and their electron
capture productsat the B3LY P/6-311++G(3df,3pd) level of theory.
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Table S1 The calculated natural charge on the H7 atom of the geometries obtained during
molecular dynamical process (within 14 fs) and the optimized anionic complex A1 2

Time Natural charge
0 0.507
1 0.507
2 0.506
3 0.500
4 0.492
5 0.482
6 0.473
7 0.469
8 0.472
9 0.476
10 0.472
11 0.456
12 0.448
13 0.461
14 0.469

Al 0.477

#The natural charge is calculated at the MP2/6-311++G(3df,3pd) level of theory on the basis of
the dynamics.



