(A)

(C)

DLPNO-CCSD(T) AE (kcal/mol)

DLPNO-CCSD(T) AE (kcal/mol)

astex_1hwi

6048 —

6042 —

61

wB97X-D3 Atomization Energy (kcal/mol)

| | |
88 6190 6192 6194

astex 1hwi

OH OH O

| | |
10,786 10,788 10,790
GFN2 Atomization Energy (kcal/mol)
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