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Intrinsic Reaction Coordinate
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Reverse and forward:
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Intrinsic Reaction Coordinate
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Intrinsic Reaction Coordinate
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Forward and reverse
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Intrinsic Reaction Coordinate

03

Reverse and forward:

Total Energy along IRC

-986.815

-986.82

-986.825

-986.83

-986.835

-986.84

-986.845 —

Total Energy (Hartree)

-986.85 -
[kl RG] i LAY LA L Wbl AL R LAld WAL AL WA L L ) L b Mk i |
-5 -4 3 -2 1 0 1 2 3 4 £
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Intrinsic Reaction Coordinate plots — Guanosine
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Intrinsic Reaction Coordinate
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