1.1 Decanol (DeOH)
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; Nombre: decanol
[ moleculetype ]
; Name nrexcl

DOH 3

[ atoms ]
type resnrresid atom cgnr charge mass
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1 LP3 1 DOH CAA 1 0.000 15.0350
2 LP2 1 DOH CAB 2 0.000 14.0270
3 LP2 1DOH CAC 3 0.000 14.0270
4 LP2 1DOH CAD 4 0.000 14.0270
5 LP2 1DOH CAE 5 0.000 14.0270
6 LP2 1 DOH CAF 6 0.000 14.0270
7 LP2 1 DOH CAG 7 0.000 14.0270
8 LP2 1 DOH CAH 8 0.000 14.0270
9 LP2 1DOH CAI 9 0.000 14.0270
10 LP2 1 DOH CAJ 10 0.156 14.0270
11 OA 1 DOH OAK 10 -0.563 15.9994
12 H 1 DOH HAV 10 0.407 1.0080

;sum of charge = 0

[ bonds ]
;ai aj fu ¢, cl, ...
2 1 1 0.153 0.33470E+06 ; CAB CAA
2 3 1 0.153 0.33470E+06 ; CAB CAC
3 4 1 0.153 0.33470E+06 ; CAC CAD
4 5 1 0.153 0.33470E+06 ; CAD CAE
56 1 0.153 0.33470E+06 ; CAE CAF
6 7 1 0.153 0.33470E+06 ; CAF CAG
7 8 1 0.153 0.33470E+06 ; CAG CAH
8 9 1 0.153 0.33470E+06 ; CAH CAI
9 10 1 0.153 0.33470E+06 ; CAI CAJ
10 11 1 0.123 0.50210E+06 ; CAJ OAK
11 12 1 0.100 15700000.0 ; OAK HAV
[ pairs ]
;ai aj fu <0, cl, ...
1 41 ; CAA CAD
251 ; CAB CAE
361 ; CAC CAF
4 7 1 ; CAD CAG
581 ; CAE CAH
6 91 ; CAF CAI
7 10 1 ; CAG CAJ
811 1 ; CAH OAK
912 1 ; CAI HAV
[ angles ]
;ai aj ak fu c0,cl, ...
1 2 3 1 0.11100E+03 0.46020E+03; CAA CAB CAC
2 3 4 1 0.11100E+03 0.46020E+03; CAB CAC CAD
3 45 1 0.11100E+03 0.46020E+03; CAC CAD CAE
4 5 6 1 0.11100E+03 0.46020E+03; CAD CAE CAF
56 7 1 0.11100E+03 0.46020E+03; CAE CAF CAG



[ dihedrals
i aj ak
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1 0.11100E+03 0.46020E+03 ; CAF CAG CAH
1 0.11100E+03 0.46020E+03; CAG CAH CAI
1 0.11100E+03 0.46020E+03 ; CAH CAI CAJ
1 0.12100E+03 0.50210E+03 ; CAI CAJ OAK
1 0.10950E+03 0.39748E+03; CAJ OAK HAV
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al fu c0,cl, m,..
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593 ;dih CAD CAC CAB CAA
593 ;dih CAE CAD CAC CAB
593 ;dih CAF CAE CAD CAC
593 ;dih CAG CAF CAE CAD
593 ;dih CAH CAG CAF CAE
593 ;dih CAI CAH CAG CAF

593 ;dih CAJ CAI CAH CAG

1.2553 ;dih OAK CAJ CAI CAH
1.2553 ;dih CAI CAJ OAK HAV



