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Fig S1. Comparisons of the structures and their energies between two coordination modes. 
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Molecular coordinates
1. C-C bond formation TS1
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2. H-direct transfer transition states
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3. One H2O molecules assisting H transfer transition states
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4. Two H2O molecules assisting H transfer transition states
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-0.101192

-0.934901

0.654137

0.465411

1.345550

1.160127

0.006158

-0.809405

-0.592912

0.625091

2.201040

1.861861

-0.902392

-1.601482

-1.237795

-1.375600

-0.744424

-2.278652

0.245746

0.523168

0.036235

1.550902

                                                                                                                   


