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Dl HED - 0. 0000 0. 0000 0. 0000
VDWAALS -43. 3572 3.6836 0. 3008
EEL -7.3048 6.2394 0.5094
1-4 VDW 0. 0000 0. 0001 0. 0000
1-4 EEL 0. 0000 0. 0000 0. 0000
EGB 20. 4958 5.5782 0. 4555
ESURF -5.2132 0. 2967 0. 0242
DELTA G gas -50. 6620 8. 8392 0.7217
DELTA G sol v 15. 2826 5.3894 0. 4400
DELTA TOTAL -35.3794 4. 3310 0. 3536
Tdel t aS -36.2300 (from quasi-harnonic analysis in project2

DELTA TOTAL -TdeltaS 0. 8506
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