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* Initial topologies generated by 

* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

36 1 

 

! "penalty" is the highest penalty score of the associated parameters. 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

!============================================================= 

! Dofetilide(+) 

!============================================================= 

 

 

RESI DOF1       1.000  

GROUP            ! CHARGE   CH_PENALTY 

ATOM C1     CG334   0.149  

ATOM N1     NG3P1  -0.006  

ATOM C2     CG324  -0.495  

ATOM C3     CG321  -0.250  

ATOM C4     CG2R61  0.310  

ATOM C5     CG2R61 -0.115 !    8.929 

ATOM C6     CG2R61 -0.111 !    0.000 

ATOM C7     CG2R61  0.219 !    0.000 

ATOM C8     CG2R61 -0.111 !    0.000 

ATOM C9     CG2R61 -0.115 !    8.929 

ATOM N2     NG311  -0.466 !    0.000 

ATOM S1     SG3O2   0.439 !    0.000 

ATOM O1     OG2P1  -0.384 !    0.000 

ATOM O2     OG2P1  -0.384 !    0.000 

ATOM C10    CG331  -0.019 !    0.000 

ATOM C11    CG324   0.162 !    1.152 

ATOM C12    CG321  -0.014 !    1.152 

ATOM O3     OG301  -0.391 !    0.861 

ATOM C13    CG2R61  0.219 !    0.850 

ATOM C14    CG2R61 -0.113 !    0.000 

ATOM C15    CG2R61 -0.115 !    0.000 

ATOM C16    CG2R61  0.219 !    0.000 

ATOM C17    CG2R61 -0.115 !    0.000 

ATOM C18    CG2R61 -0.113 !    0.000 

ATOM N3     NG311  -0.466 !    0.000 

ATOM S2     SG3O2   0.439 !    0.000 

ATOM O4     OG2P1  -0.384 !    0.000 



ATOM O5     OG2P1  -0.384 !    0.000 

ATOM C19    CG331  -0.019 !    0.000 

ATOM H1     HGA3    0.090 !    0.000 

ATOM H2     HGA3    0.090 !    0.000 

ATOM H3     HGA3    0.090 !    0.000 

ATOM H4     HGA2    0.090 !    2.455 

ATOM H5     HGA2    0.090 !    2.455 

ATOM H6     HGA2    0.090 !    0.000 

ATOM H7     HGA2    0.090 !    0.000 

ATOM H8     HGR61   0.115 !    0.000 

ATOM H9     HGR61   0.115 !    0.000 

ATOM H10    HGR61   0.115 !    0.000 

ATOM H11    HGR61   0.115 !    0.000 

ATOM H12    HGP1    0.323 !    0.000 

ATOM H13    HGA3    0.090 !    0.000 

ATOM H14    HGA3    0.090 !    0.000 

ATOM H15    HGA3    0.090 !    0.000 

ATOM H16    HGA2    0.090 !    0.075 

ATOM H17    HGA2    0.090 !    0.075 

ATOM H18    HGA2    0.090 !    0.000 

ATOM H19    HGA2    0.090 !    0.000 

ATOM H20    HGR61   0.115 !    0.000 

ATOM H21    HGR61   0.115 !    0.000 

ATOM H22    HGR61   0.115 !    0.000 

ATOM H23    HGR61   0.115 !    0.000 

ATOM H24    HGP1    0.323 !    0.000 

ATOM H25    HGA3    0.090 !    0.000 

ATOM H26    HGA3    0.090 !    0.000 

ATOM H27    HGA3    0.090 !    0.000 

ATOM HN     HGP2    0.318 !    0.000 

 

BOND C1   N1   

BOND C1   H1   

BOND C1   H2   

BOND C1   H3   

BOND N1   C2   

BOND N1   C11  

BOND N1   HN   

BOND C2   C3   

BOND C2   H4   

BOND C2   H5   

BOND C3   C4   

BOND C3   H6   

BOND C3   H7   

BOND C4   C9   

BOND C4   C5   

BOND C5   C6   

BOND C5   H8   

BOND C6   C7   



BOND C6   H9   

BOND C7   C8   

BOND C7   N2   

BOND C8   C9   

BOND C8   H10  

BOND C9   H11  

BOND N2   S1   

BOND N2   H12  

BOND S1   O1   

BOND S1   O2   

BOND S1   C10  

BOND C10  H13  

BOND C10  H14  

BOND C10  H15  

BOND C11  C12  

BOND C11  H16  

BOND C11  H17  

BOND C12  O3   

BOND C12  H18  

BOND C12  H19  

BOND O3   C13  

BOND C13  C18  

BOND C13  C14  

BOND C14  C15  

BOND C14  H20  

BOND C15  C16  

BOND C15  H21  

BOND C16  C17  

BOND C16  N3   

BOND C17  C18  

BOND C17  H22  

BOND C18  H23  

BOND N3   S2   

BOND N3   H24  

BOND S2   O4   

BOND S2   O5   

BOND S2   C19  

BOND C19  H25  

BOND C19  H26  

BOND C19  H27 

 

END 

 

 

 

 

* Initial parameters generated by analogy by 



* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

!============================================================= 

! Dofetilide(+) 

!============================================================= 

 

BONDS 

 

ANGLES 

CG2R61 CG321  CG324    51.80    107.50 ! ZINC00 , from CG2R61 CG321 CG314, penalty= 0.6 

CG324  CG321  OG301    75.70    110.10 ! ZINC00 , from CG324 CG321 OG302, penalty= 0.5 

 

DIHEDRALS 

CG2R61 CG2R61 CG321  CG324      0.2300  2   180.00 ! ZINC00 , from CG2R61 CG2R61 CG321 CG314, 

penalty= 0.6 

CG2R61 CG321  CG324  NG3P1      0.2000  3     0.00 ! ZINC00 , from NG3P3 CG314 CG321 CG2R61, 

penalty= 5.5 

CG2R61 CG321  CG324  HGA2       0.0400  3     0.00 ! ZINC00 , from CG2R61 CG321 CG321 HGA2, 

penalty= 1 

OG301  CG321  CG324  NG3P1      3.3000  1   180.00 ! ZINC00 , from OG302 CG321 CG324 NG3P0, 

penalty= 1.7 

OG301  CG321  CG324  NG3P1     -0.4000  3   180.00 ! ZINC00 , from OG302 CG321 CG324 NG3P0, 

penalty= 1.7 

OG301  CG321  CG324  HGA2       0.1900  3     0.00 ! ZINC00 , from OG301 CG321 CG321 HGA2, 

penalty= 1 

CG324  CG321  OG301  CG2R61     2.9990  1   180.00 

CG324  CG321  OG301  CG2R61     2.4130  2   180.00 

CG324  CG321  OG301  CG2R61     2.3380  3     0.00   



* Initial topologies generated by 

* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

36 1 

 

! "penalty" is the highest penalty score of the associated parameters. 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

!============================================================= 

! Dofetilide(0) 

!============================================================= 

 

 

RESI DOF0       0.000  

GROUP            ! CHARGE   CH_PENALTY 

ATOM C1     CG331  -0.392  

ATOM N1     NG301  -0.401  

ATOM C2     CG321   0.240  

ATOM C3     CG321  -0.559  

ATOM C4     CG2R61  0.296  

ATOM C5     CG2R61 -0.115 !    0.000 

ATOM C6     CG2R61 -0.111 !    0.000 

ATOM C7     CG2R61  0.219 !    0.000 

ATOM C8     CG2R61 -0.111 !    0.000 

ATOM C9     CG2R61 -0.115 !    0.000 

ATOM N2     NG311  -0.466 !    0.000 

ATOM S1     SG3O2   0.439 !    0.000 

ATOM O1     OG2P1  -0.384 !    0.000 

ATOM O2     OG2P1  -0.384 !    0.000 

ATOM C10    CG331  -0.019 !    0.000 

ATOM C11    CG321   0.010  

ATOM C12    CG321  -0.021 !    6.242 

ATOM O3     OG301  -0.390 !    1.650 

ATOM C13    CG2R61  0.219 !    0.000 

ATOM C14    CG2R61 -0.113 !    0.000 

ATOM C15    CG2R61 -0.115 !    0.000 

ATOM C16    CG2R61  0.219 !    0.000 

ATOM C17    CG2R61 -0.115 !    0.000 

ATOM C18    CG2R61 -0.113 !    0.000 

ATOM N3     NG311  -0.466 !    0.000 



ATOM S2     SG3O2   0.439 !    0.000 

ATOM O4     OG2P1  -0.384 !    0.000 

ATOM O5     OG2P1  -0.384 !    0.000 

ATOM C19    CG331  -0.019 !    0.000 

ATOM H1     HGA3    0.090 !    3.536 

ATOM H2     HGA3    0.090 !    3.536 

ATOM H3     HGA3    0.090 !    3.536 

ATOM H4     HGA2    0.090 !    3.536 

ATOM H5     HGA2    0.090 !    3.536 

ATOM H6     HGA2    0.090 !    0.480 

ATOM H7     HGA2    0.090 !    0.480 

ATOM H8     HGR61   0.115 !    0.000 

ATOM H9     HGR61   0.115 !    0.000 

ATOM H10    HGR61   0.115 !    0.000 

ATOM H11    HGR61   0.115 !    0.000 

ATOM H12    HGP1    0.323 !    0.000 

ATOM H13    HGA3    0.090 !    0.000 

ATOM H14    HGA3    0.090 !    0.000 

ATOM H15    HGA3    0.090 !    0.000 

ATOM H16    HGA2    0.090 !    3.536 

ATOM H17    HGA2    0.090 !    3.536 

ATOM H18    HGA2    0.090 !    0.480 

ATOM H19    HGA2    0.090 !    0.480 

ATOM H20    HGR61   0.115 !    0.000 

ATOM H21    HGR61   0.115 !    0.000 

ATOM H22    HGR61   0.115 !    0.000 

ATOM H23    HGR61   0.115 !    0.000 

ATOM H24    HGP1    0.323 !    0.000 

ATOM H25    HGA3    0.090 !    0.000 

ATOM H26    HGA3    0.090 !    0.000 

ATOM H27    HGA3    0.090 !    0.000 

 

BOND C1   N1   

BOND C1   H1   

BOND C1   H2   

BOND C1   H3   

BOND N1   C2   

BOND N1   C11  

BOND C2   C3   

BOND C2   H4   

BOND C2   H5   

BOND C3   C4   

BOND C3   H6   

BOND C3   H7   

BOND C4   C9   

BOND C4   C5   

BOND C5   C6   

BOND C5   H8   

BOND C6   C7   



BOND C6   H9   

BOND C7   C8   

BOND C7   N2   

BOND C8   C9   

BOND C8   H10  

BOND C9   H11  

BOND N2   S1   

BOND N2   H12  

BOND S1   O1   

BOND S1   O2   

BOND S1   C10  

BOND C10  H13  

BOND C10  H14  

BOND C10  H15  

BOND C11  C12  

BOND C11  H16  

BOND C11  H17  

BOND C12  O3   

BOND C12  H18  

BOND C12  H19  

BOND O3   C13  

BOND C13  C18  

BOND C13  C14  

BOND C14  C15  

BOND C14  H20  

BOND C15  C16  

BOND C15  H21  

BOND C16  C17  

BOND C16  N3   

BOND C17  C18  

BOND C17  H22  

BOND C18  H23  

BOND N3   S2   

BOND N3   H24  

BOND S2   O4   

BOND S2   O5   

BOND S2   C19  

BOND C19  H25  

BOND C19  H26  

BOND C19  H27 

 

END 

 

 

 

 

 

 

 



 

 

 

* Initial parameters generated by analogy by 

* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

BONDS 

CG321  NG301   263.00     1.4740 ! ZINC00 , from CG321 NG311, penalty= 5 

CG331  NG301   255.00     1.4630 ! ZINC00 , from CG331 NG311, penalty= 5 

 

ANGLES 

CG321  CG321  NG301    43.70    112.20 ! ZINC00 , from CG331 CG321 NG311, penalty= 1.5 

NG301  CG321  HGA2     32.40    109.50   50.00   2.13000 ! ZINC00 , from NG311 CG321 HGA2, 

penalty= 0.6 

NG301  CG331  HGA3     30.50    109.70   50.00   2.14000 ! ZINC00 , from NG311 CG331 HGA3, 

penalty= 0.6 

CG321  NG301  CG321    42.452   104.717      

CG321  NG301  CG331    59.281   106.264  

 

DIHEDRALS 

CG2R61 CG321  CG321  NG301      0.3650  3     0.00 

NG301  CG321  CG321  OG301      3.0000  1   180.00 

NG301  CG321  CG321  OG301      0.9850  2     0.00   

NG301  CG321  CG321  HGA2       0.1600  3     0.00 ! ZINC00 , from NG311 CG321 CG331 HGA3, 

penalty= 6.6 

CG321  CG321  NG301  CG321      1.7910  1     0.00 

CG321  CG321  NG301  CG321      0.7430  2     0.00 

CG321  CG321  NG301  CG321      0.1570  3     0.00 

CG321  CG321  NG301  CG331      0.5940  1     0.00 

CG321  CG321  NG301  CG331      0.1350  2     0.00 

CG321  CG321  NG301  CG331      1.0280  3     0.00 

HGA2   CG321  NG301  CG321      0.3570  3   180.00  

HGA2   CG321  NG301  CG331      0.7040  3     0.00 

HGA3   CG331  NG301  CG321      0.8520  3   180.00 

 

 

 

 



* Toppar stream file generated by 

* 

 

read rtf card append 

* Initial topologies generated by 

* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

* 

36 1 

 

!============================================================= 

! Moxifloxacin - Zwitterionic 

!============================================================= 

 

RESI MOX            0.000  

GROUP            ! CHARGE   CH_PENALTY 

ATOM C1     CG331  -0.100 !    0.025 

ATOM O1     OG301  -0.391 !    2.180 

ATOM C2     CG2R61  0.275 

ATOM C3     CG2R62  0.296 

ATOM C4     CG2R62 -0.386 

ATOM C5     CG2R61  0.040 !    6.996 

ATOM C6     CG2R66  0.061 

ATOM C7     CG2R61  0.278 

ATOM N1     NG3C51 -0.690 

ATOM C8     CG3C52  0.222 

ATOM C9     CG3RC1 -0.216 

ATOM H1     HGA1    0.090 !    2.316 

ATOM C10    CG321  -0.190 !    5.785 

ATOM C11    CG321  -0.177 !    5.331 

ATOM C12    CG324   0.127 

ATOM N2     NG3P2  -0.409  

ATOM C13    CG3RC1  0.342  

ATOM H2     HGA1    0.090  

ATOM C14    CG3C52 -0.045  

ATOM F1     FGR1   -0.258  

ATOM C15    CG2R63  0.469  

ATOM O2     OG2D4  -0.609  

ATOM C16    CG2R62 -0.203  

ATOM C17    CG2R62  0.187  

ATOM N3     NG2R61 -0.410  

ATOM C18    CG3C31  0.092  

ATOM C19    CG3C31 -0.180 !    7.029 

ATOM C20    CG3C31 -0.180 !    7.029 

ATOM C21    CG2O3   0.805  

ATOM O3     OG2D2  -0.760 !    0.528 

ATOM O4     OG2D2  -0.760 !    0.528 

ATOM H3     HGA3    0.090 !    0.000 

ATOM H4     HGA3    0.090 !    0.000 

ATOM H5     HGA3    0.090 !    0.000 

ATOM H6     HGR62   0.177 !    0.253 

ATOM H7     HGA2    0.090 !    1.375 



ATOM H8     HGA2    0.090 !    1.375 

ATOM H9     HGA2    0.090 !    0.000 

ATOM H10    HGA2    0.090 !    0.000 

ATOM H11    HGA2    0.090 !    0.000 

ATOM H12    HGA2    0.090 !    0.000 

ATOM H13    HGA2    0.090 !    0.975 

ATOM H14    HGA2    0.090 !    0.975 

ATOM H15    HGP2    0.341  

ATOM H16    HGA2    0.090 !    2.637 

ATOM H17    HGA2    0.090 !    2.637 

ATOM H18    HGR62   0.111 !    6.687 

ATOM H19    HGA1    0.090 !    4.940 

ATOM H20    HGA2    0.090 !    2.500 

ATOM H21    HGA2    0.090 !    2.500 

ATOM H22    HGA2    0.090 !    2.500 

ATOM H23    HGA2    0.090 !    2.500 

ATOM H24    HGP2    0.341  

 

BOND C1   O1   

BOND C1   H3   

BOND C1   H4   

BOND C1   H5   

BOND O1   C2   

BOND C2   C7   

BOND C2   C3   

BOND C3   N3   

BOND C3   C4   

BOND C4   C5   

BOND C4   C15  

BOND C5   C6   

BOND C5   H6   

BOND C6   C7   

BOND C6   F1   

BOND C7   N1   

BOND N1   C14  

BOND N1   C8   

BOND C8   C9   

BOND C8   H7   

BOND C8   H8   

BOND C9   H1   

BOND C9   C13  

BOND C9   C10  

BOND C10  C11  

BOND C10  H9   

BOND C10  H10  

BOND C11  C12  

BOND C11  H11  

BOND C11  H12  

BOND C12  N2   

BOND C12  H13  

BOND C12  H14  

BOND N2   C13  

BOND N2   H15  

BOND N2   H24  

BOND C13  H2   

BOND C13  C14  



BOND C14  H16  

BOND C14  H17  

BOND C15  O2   

BOND C15  C16  

BOND C16  C17  

BOND C16  C21  

BOND C17  N3   

BOND C17  H18  

BOND N3   C18  

BOND C18  C20  

BOND C18  C19  

BOND C18  H19  

BOND C19  C20  

BOND C19  H20  

BOND C19  H21  

BOND C20  H22  

BOND C20  H23  

BOND C21  O3   

BOND C21  O4   

IMPR C15    C4     C16    O2     

IMPR C21    O4     O3     C16    

 

END 

 

read param card flex append 

* Parameters generated by analogy by 

* CHARMM General Force Field (CGenFF) program version 2.2.0 

* 

 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

BONDS 

CG2O3  CG2R62  200.00     1.5000 ! ****** , from CG2O3 CG2R61, PENALTY= 5 

CG2O3  OG2D2   525.00     1.2600 ! PROT adm jr. 7/23/91, acetic acid 

CG2R61 CG2R61  305.00     1.3750 ! PROT benzene, JES 8/25/89 

CG2R61 CG2R62  394.00     1.3750 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R66  305.00     1.3700 ! NAMODEL difluorotoluene 

CG2R61 NG3C51  406.429    1.370 

CG2R61 OG301   230.00     1.3820 ! COMPDS peml 

CG2R61 HGR62   340.00     1.0800 ! NA, DFT 

CG2R62 CG2R62  420.00     1.3500 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R63  302.00     1.4030 ! NA T, adm jr. 11/97 

CG2R62 NG2R61  302.00     1.3430 ! NA C, adm jr. 11/97 

CG2R62 HGR62   350.00     1.0900 ! NA C,U, JWK 

CG2R63 OG2D4   660.00     1.2340 ! NA U,A,G par_a4 adm jr. 10/2/91 

CG2R66 FGR1    400.00     1.3580 ! NAMODEL difluorotoluene 

CG321  CG321   222.50     1.5300 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG324   222.50     1.5300 ! FLAVOP PIP1,2,3 

CG321  CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG321  HGA2    309.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 

CG324  NG3P2   200.00     1.4900 ! PIP, piperidine 

CG324  HGA2    284.50     1.1000 ! FLAVOP PIP1,2,3 

CG331  OG301   360.00     1.4150 ! diethylether, alex 

CG331  HGA3    322.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 



CG3C31 CG3C31  240.00     1.5010 ! PROTMOD cyclopropane 

CG3C31 NG2R61  352.828    1.448 

CG3C31 HGA1    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C31 HGA2    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C52 CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG3C52 NG3C51  400.00     1.4780 ! PRLD, pyrrolidine; 2PRL, 2-pyrroline, kevo 

CG3C52 HGA2    307.00     1.1000 ! THF, THF neutron diffr., 5/30/06, viv 

CG3RC1 CG3RC1  222.50     1.5230 ! CARBOCY carbocyclic sugars 

CG3RC1 NG3P2   164.854    1.497 

CG3RC1 HGA1    309.00     1.1110 ! CARBOCY carbocyclic sugars 

NG3P2  HGP2    460.00     1.0060 ! PROT AcProNH2, ProNH2, AcProNHCH3 RLD 4/23/93 

 

ANGLES 

CG2R62 CG2O3  OG2D2    40.00    116.00   50.00   2.35300 ! ****** , from CG2R61 CG2O3 OG2D2, PENALTY= 0.5 

OG2D2  CG2O3  OG2D2   100.00    128.00   70.00   2.25870 ! PROT adm jr. 7/23/91, correction, ACETATE (KK) 

CG2R61 CG2R61 CG2R62   40.00    119.00   35.00   2.41620 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 3 

CG2R61 CG2R61 OG301   110.00    120.00 ! BIPHENYL ANALOGS, peml 

CG2R62 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! ****** , from CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 OG301   110.00    120.00 ! ****** , from CG2R61 CG2R61 OG301, PENALTY= 0.5 

CG2R62 CG2R61 HGR62    30.00    120.00   22.00   2.15250 ! ****** , from CG2R61 CG2R61 HGR62, PENALTY= 0.5 

CG2R66 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 4.5 

CG2R66 CG2R61 HGR62    30.00    121.50   22.00   2.15250 ! NAMODEL difluorotoluene 

CG2O3  CG2R62 CG2R62   45.00    119.00 ! ****** , from CG2O3 CG2R61 CG2R61, PENALTY= 5.5 

CG2O3  CG2R62 CG2R63   45.00    119.00 ! ****** , from CG2O3 CG2R61 CG2R61, PENALTY= 8 

CG2R61 CG2R62 CG2R62   40.00    121.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R63  120.00    122.30 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 NG2R61   23.00    116.10 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63  120.00    116.70 ! NA T 

CG2R62 CG2R62 NG2R61   85.00    122.90 ! NA C 

CG2R62 CG2R62 HGR62    42.00    119.00 ! NA nadh/ppi, jjp1/adm jr. 7/95 

NG2R61 CG2R62 HGR62    44.00    115.00 ! NA C, h6 

CG2R62 CG2R63 CG2R62   10.00    120.80 ! 4PYO, 4(1H)-pyridinone; from CG2R62 CG2R62 CG2R62; isg 

CG2R62 CG2R63 OG2D4   100.00    124.60 ! NA T, o4 

CG2R61 CG2R66 CG2R61   40.00    122.50   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R66 FGR1     60.00    118.75 ! NAMODEL difluorotoluene 

CG321  CG321  CG324    58.35    110.50   11.16   2.56100 ! FLAVOP PIP1,2,3 

CG321  CG321  CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG321  HGA2     26.50    110.10   22.53   2.17900 ! PROT alkane update, adm jr., 3/2/92 

CG324  CG321  HGA2     26.50    110.10   22.53   2.17900 ! FLAVOP PIP1,2,3 

CG3RC1 CG321  HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

HGA2   CG321  HGA2     35.50    109.00    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG324  NG3P2    40.00    110.00 ! PIP, piperidine 

CG321  CG324  HGA2     26.50    111.80   22.53   2.17900 ! FLAVOP PIP1,2,3 

NG3P2  CG324  HGA2     45.00    102.30   35.00   2.10100 ! PIP, piperidine 

HGA2   CG324  HGA2     35.50    109.00    5.40   1.80200 ! PIP1,2,3 

OG301  CG331  HGA3     45.90    108.89 ! MEOB, Methoxybenzene, cacha 

HGA3   CG331  HGA3     35.50    108.40    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

CG3C31 CG3C31 CG3C31   77.35    111.00    8.00   2.56100 ! PROTMOD cyclopropane 

CG3C31 CG3C31 NG2R61   30.184   117.044  

CG3C31 CG3C31 HGA1     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

CG3C31 CG3C31 HGA2     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

NG2R61 CG3C31 HGA1     75.892   114.188 

HGA2   CG3C31 HGA2     23.00    117.00    5.40   1.80200 ! PROTMOD cyclopropane 

CG3RC1 CG3C52 NG3C51   84.00    107.60 ! ****** , from CG3C52 CG3C52 NG3C51, PENALTY= 1.1 



CG3RC1 CG3C52 HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG3C51 CG3C52 HGA2     54.00    109.00 !v 107.7 PRLD, pyrrolidine; 110.8 2PRL, 2-pyrroline; 110.4 3PRL, 3-

pyrroline; 111.4 2IMI, 2-imidazoline; 111.7 2PRZ, 2-pyrazoline, kevo 

HGA2   CG3C52 HGA2     38.50    106.80    5.40   1.80200 ! THF, 10/17/05 viv 

CG321  CG3RC1 CG3C52   58.35    113.50   11.16   2.56100 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 NG3P2   162.274   108.021 

CG3C52 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3RC1 CG3RC1 NG3P2    97.279   109.977  8.00     2.5610 

CG3RC1 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG3P2  CG3RC1 HGA1    105.536   105.525 

CG2R62 NG2R61 CG2R62   30.00    120.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 NG2R61 CG3C31   45.00    118.40 ! ****** , from CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

CG2R61 NG3C51 CG3C52   93.282   116.898 

CG3C52 NG3C51 CG3C52  140.00    103.70 !v 102.9 PRLD, pyrrolidine; 105.4 3PRL, 3-pyrroline, kevo 

CG324  NG3P2  CG3RC1   26.558   115.625 

CG324  NG3P2  HGP2     30.00    110.80   27.00   2.07400 ! PIP, piperidine 

CG3RC1 NG3P2  HGP2     97.752   110.057  27.00    2.0740 

HGP2   NG3P2  HGP2     51.00    107.50 ! PROT AcProNH2, ProNH2, AcProNHCH3 RLD 4/23/93 

CG2R61 OG301  CG331    65.00    108.00 ! MEOB, Methoxybenzene, cacha 

 

DIHEDRALS 

OG2D2  CG2O3  CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from OG2D2 CG2O3 CG2R61 CG2R61, PENALTY= 5.5 

OG2D2  CG2O3  CG2R62 CG2R63     3.1000  2   180.00 ! ****** , from OG2D2 CG2O3 CG2R61 CG2R61, PENALTY= 8 

CG2R62 CG2R61 CG2R61 CG2R66     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 CG2R61 NG3C51     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 3.5 

CG2R66 CG2R61 CG2R61 OG301      3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 1.5 

NG3C51 CG2R61 CG2R61 OG301      2.4440  2   180.00 

CG2R61 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R61 CG2R62 NG2R61     7.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R66 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R62, PENALTY= 1.5 

CG2R66 CG2R61 CG2R62 CG2R63     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R63, PENALTY= 1.5 

OG301  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 5.5 

OG301  CG2R61 CG2R62 NG2R61     2.4000  2   180.00  

HGR62  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R62, PENALTY= 1 

HGR62  CG2R61 CG2R62 CG2R63     1.0000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R63, PENALTY= 1 

CG2R61 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! NAMODEL difluorotoluene 

CG2R62 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 CG2R61, PENALTY= 0.5 

CG2R62 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 FGR1, PENALTY= 0.5 

NG3C51 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 8 

NG3C51 CG2R61 CG2R66 FGR1       2.4970  2   180.00 

HGR62  CG2R61 CG2R66 CG2R61     4.2000  2   180.00 ! NAMODEL difluorotoluene 

HGR62  CG2R61 CG2R66 FGR1       2.4000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51 CG3C52     1.3590  2     0.00    

CG2R61 CG2R61 NG3C51 CG3C52     2.4490  4     0.00  

CG2R66 CG2R61 NG3C51 CG3C52     0.3300  2   180.00 

CG2R66 CG2R61 NG3C51 CG3C52     0.2440  4     0.00 

CG2R61 CG2R61 OG301  CG331      1.5800  2   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R61 CG2R61 OG301  CG331      0.2000  4   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R62 CG2R61 OG301  CG331      1.5800  2   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2R62 CG2R61 OG301  CG331      0.2000  4   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2O3  CG2R62 CG2R62 NG2R61     2.5000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 NG2R61, PENALTY= 7.5 

CG2O3  CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 HGR63, PENALTY= 9.5 



CG2R61 CG2R62 CG2R62 CG2R61     2.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R62 CG2R63     3.7000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 CG2R62 NG2R61     3.5000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R63 CG2R62 CG2R62 NG2R61     3.0000  2   180.00 ! NA T 

CG2R63 CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! NA bases 

CG2O3  CG2R62 CG2R63 CG2R62     3.0000  2   180.00 

CG2O3  CG2R62 CG2R63 OG2D4      2.4980  2   180.00 

CG2R61 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! ****** , from CG2R62 CG2R62 CG2R63 CG2R62, PENALTY= 1.5 

CG2R61 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

CG2R62 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! NA bases 

CG2R61 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! ****** , from CG2R67 CG2R62 NG2R61 CG2R62, PENALTY= 0.5 

CG2R61 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 8.4 

CG2R62 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

HGR62  CG2R62 NG2R61 CG2R62     5.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

HGR62  CG2R62 NG2R61 CG3C31     0.3000  2   180.00 ! ****** , from HGR62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

CG324  CG321  CG321  CG3RC1     0.4520  3     0.00 

CG324  CG321  CG321  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

CG3RC1 CG321  CG321  HGA2       0.1950  3     0.00 ! LIPID alkanes 

HGA2   CG321  CG321  HGA2       0.2200  3     0.00 ! LIPID alkanes 

CG321  CG321  CG324  NG3P2      1.0000  3     0.00 ! PIP, piperidine ! @@@ Kenno: 0.1950 -> 1.0000 

CG321  CG321  CG324  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

HGA2   CG321  CG324  NG3P2      0.1950  3     0.00 ! PIP, piperidine 

HGA2   CG321  CG324  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

CG321  CG321  CG3RC1 CG3C52     0.2000  3     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 CG3C52     0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG324  NG3P2  CG3RC1     0.3190  1   180.00 

CG321  CG324  NG3P2  CG3RC1     2.2270  2     0.00   

CG321  CG324  NG3P2  CG3RC1     1.4290  3   180.00 

CG321  CG324  NG3P2  HGP2       0.1000  3     0.00 ! PIP, piperidine 

HGA2   CG324  NG3P2  CG3RC1     1.1970  3     0.00 

HGA2   CG324  NG3P2  HGP2       0.1000  3     0.00 ! PIP, piperidine 

HGA3   CG331  OG301  CG2R61     0.0850  3     0.00 ! MEOB, Methoxybenzene, cacha 

CG3C31 CG3C31 CG3C31 NG2R61     1.2340  3   180.00 

CG3C31 CG3C31 CG3C31 HGA1       0.1000  6     0.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

CG3C31 CG3C31 CG3C31 HGA2       0.1000  6     0.00 ! PROTMOD hf/cyclopropane 

NG2R61 CG3C31 CG3C31 HGA2       2.2320  3   180.00 

HGA1   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

HGA2   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! PROTMOD hf/cyclopropane 

CG3C31 CG3C31 NG2R61 CG2R62     2.3350  3     0.00 

HGA1   CG3C31 NG2R61 CG2R62     2.4770  3     0.00 

NG3C51 CG3C52 CG3RC1 CG321      1.5720  3   180.0 

NG3C51 CG3C52 CG3RC1 CG3RC1     0.9650  3     0.002 

NG3C51 CG3C52 CG3RC1 NG3P2      1.4040  3     0.00 

NG3C51 CG3C52 CG3RC1 HGA1       1.0890  3     0.00 

HGA2   CG3C52 CG3RC1 CG321      0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG3C52 CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG3C52 CG3RC1 NG3P2      2.4440  3     0.00 

HGA2   CG3C52 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 



CG3RC1 CG3C52 NG3C51 CG2R61     1.2050  3   180.00 

CG3RC1 CG3C52 NG3C51 CG3C52     0.1800  3     0.00 ! ****** , from CG3C52 CG3C52 NG3C51 CG3C52, PENALTY= 1.1 

HGA2   CG3C52 NG3C51 CG2R61     1.6800  3     0.00 

HGA2   CG3C52 NG3C51 CG3C52     0.0000  3     0.00 ! 3PRL, 3-pyrroline, kevo 

CG321  CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 CG3RC1 NG3P2      0.3810  3   180.00 

CG321  CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1 NG3P2      0.8780  3   180.0 

CG3C52 CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

NG3P2  CG3RC1 CG3RC1 HGA1       2.0850  3   180.00 

HGA1   CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 NG3P2  CG324      1.8470  3   180.00  

CG3C52 CG3RC1 NG3P2  HGP2       1.3210  3     0.00 

CG3RC1 CG3RC1 NG3P2  CG324      0.2800  3   180.00  

CG3RC1 CG3RC1 NG3P2  HGP2       1.3090  3     0.00 

HGA1   CG3RC1 NG3P2  CG324      0.7100  3     0.00 

HGA1   CG3RC1 NG3P2  HGP2       2.4770  3   180.00  

 

IMPROPERS 

CG2O3  OG2D2  OG2D2  CG2R62    96.0000  0     0.00 ! ****** , from CG2O3 OG2D2 OG2D2 CG2R61, PENALTY= 0.5 

CG2R63 CG2R62 CG2R62 OG2D4     15.0000  0     0.00 ! 4PYO, 4(1H)-pyridinone, isg 

 

END 

RETURN 

 

 

* Toppar stream file generated by 

* 

 

read rtf card append 

* Topologies generated by 

* CHARMM General Force Field (CGenFF) program version 2.2.0 

* 

36 1 

 

!============================================================= 

! Moxifloxacin - Cationic 

!============================================================= 

 

RESI MOXC           1.000 ! 

GROUP            ! CHARGE   CH_PENALTY 

ATOM C1     CG331  -0.100 !    0.025 

ATOM O1     OG301  -0.391 !    2.180 

ATOM C2     CG2R61  0.297  

ATOM C3     CG2R62  0.395  

ATOM C4     CG2R62 -0.234 !    9.831 

ATOM C5     CG2R61  0.021 !    6.574 

ATOM C6     CG2R66  0.006  

ATOM C7     CG2R61  0.118  

ATOM N1     NG3C51 -0.507  

ATOM C8     CG3C52  0.169  



ATOM C9     CG3RC1 -0.114  

ATOM H1     HGA1    0.090 !    2.316 

ATOM C10    CG321  -0.190 !    7.285 

ATOM C11    CG321  -0.161  

ATOM C12    CG324   0.170  

ATOM N2     NG3P2  -0.344  

ATOM C13    CG3RC1  0.245  

ATOM H2     HGA1    0.090 !    4.911 

ATOM C14    CG3C52 -0.026  

ATOM F1     FGR1   -0.282  

ATOM C15    CG2R63  0.304  

ATOM O2     OG2D4  -0.449  

ATOM C16    CG2R62  0.118  

ATOM C17    CG2R62  0.095 !    8.365 

ATOM N3     NG2R61 -0.402  

ATOM C18    CG3C31  0.099  

ATOM C19    CG3C31 -0.180 !    7.029 

ATOM C20    CG3C31 -0.180 !    7.029 

ATOM C21    CG2O2   0.320  

ATOM O3     OG311  -0.513 !    4.026 

ATOM O4     OG2D1  -0.437 !    3.884 

ATOM H3     HGA3    0.090 !    0.000 

ATOM H4     HGA3    0.090 !    0.000 

ATOM H5     HGA3    0.090 !    0.000 

ATOM H6     HGR62   0.161 !    0.075 

ATOM H7     HGA2    0.090 !    1.375 

ATOM H8     HGA2    0.090 !    1.375 

ATOM H9     HGA2    0.090 !    0.000 

ATOM H10    HGA2    0.090 !    0.000 

ATOM H11    HGA2    0.090 !    0.000 

ATOM H12    HGA2    0.090 !    0.000 

ATOM H13    HGA2    0.090 !    0.975 

ATOM H14    HGA2    0.090 !    0.975 

ATOM H15    HGP2    0.329  

ATOM H16    HGA2    0.090 !    2.637 

ATOM H17    HGA2    0.090 !    2.637 

ATOM H18    HGR62   0.105 !    4.797 

ATOM H19    HGA1    0.090 !    4.940 

ATOM H20    HGA2    0.090 !    2.500 

ATOM H21    HGA2    0.090 !    2.500 

ATOM H22    HGA2    0.090 !    2.500 

ATOM H23    HGA2    0.090 !    2.500 

ATOM H24    HGP2    0.329  

ATOM H25    HGP1    0.429 !    0.219 

 

BOND H23  C20  

BOND H7   C8   

BOND H8   C8   

BOND H9   C10  

BOND H4   C1   

BOND H6   C5   

BOND O2   C15  

BOND H11  C11  

BOND F1   C6   

BOND C5   C6   

BOND C5   C4   



BOND C8   N1   

BOND C8   C9   

BOND C20  H22  

BOND C20  C19  

BOND C20  C18  

BOND C6   C7   

BOND H12  C11  

BOND H20  C19  

BOND C15  C4   

BOND C15  C16  

BOND C4   C3   

BOND H3   C1   

BOND C11  C10  

BOND C11  C12  

BOND C10  C9   

BOND C10  H10  

BOND C7   N1   

BOND C7   C2   

BOND C1   H5   

BOND C1   O1   

BOND C19  C18  

BOND C19  H21  

BOND C3   C2   

BOND C3   N3   

BOND N1   C14  

BOND C2   O1   

BOND C9   H1   

BOND C9   C13  

BOND C16  C17  

BOND C16  C21  

BOND N3   C18  

BOND N3   C17  

BOND C18  H19  

BOND C17  H18  

BOND H15  N2   

BOND H25  O3   

BOND C21  O3   

BOND C21  O4   

BOND C12  H13  

BOND C12  N2   

BOND C12  H14  

BOND N2   C13  

BOND N2   H24  

BOND C14  C13  

BOND C14  H16  

BOND C14  H17  

BOND C13  H2   

IMPR C15    C4     C16    O2     

IMPR C21    C16    O4     O3     

 

END 

 

read param card flex append 

* Parameters generated by analogy by 

* CHARMM General Force Field (CGenFF) program version 2.2.0 

* 



 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

BONDS 

CG2O2  CG2R62  254.00     1.4800 ! ****** , from CG2O2 CG2R61, PENALTY= 5 

CG2O2  OG2D1   750.00     1.2200 ! PROT adm jr. 5/02/91, acetic acid pure solvent; LIPID methyl acetate 

CG2O2  OG311   230.00     1.4000 ! PROT adm jr. 5/02/91, acetic acid pure solvent 

CG2R61 CG2R61  305.00     1.3750 ! PROT benzene, JES 8/25/89 

CG2R61 CG2R62  394.00     1.3750 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R66  305.00     1.3700 ! NAMODEL difluorotoluene 

CG2R61 NG3C51  406.429    1.370 

CG2R61 OG301   230.00     1.3820 ! COMPDS peml 

CG2R61 HGR62   340.00     1.0800 ! NA, DFT 

CG2R62 CG2R62  420.00     1.3500 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R63  302.00     1.4030 ! NA T, adm jr. 11/97 

CG2R62 NG2R61  302.00     1.3430 ! NA C, adm jr. 11/97 

CG2R62 HGR62   350.00     1.0900 ! NA C,U, JWK 

CG2R63 OG2D4   660.00     1.2340 ! NA U,A,G par_a4 adm jr. 10/2/91 

CG2R66 FGR1    400.00     1.3580 ! NAMODEL difluorotoluene 

CG321  CG321   222.50     1.5300 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG324   222.50     1.5300 ! FLAVOP PIP1,2,3 

CG321  CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG321  HGA2    309.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 

CG324  NG3P2   200.00     1.4900 ! PIP, piperidine 

CG324  HGA2    284.50     1.1000 ! FLAVOP PIP1,2,3 

CG331  OG301   360.00     1.4150 ! diethylether, alex 

CG331  HGA3    322.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 

CG3C31 CG3C31  240.00     1.5010 ! PROTMOD cyclopropane 

CG3C31 NG2R61  352.828    1.448 

CG3C31 HGA1    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C31 HGA2    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C52 CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG3C52 NG3C51  400.00     1.4780 ! PRLD, pyrrolidine; 2PRL, 2-pyrroline, kevo 

CG3C52 HGA2    307.00     1.1000 ! THF, THF neutron diffr., 5/30/06, viv 

CG3RC1 CG3RC1  222.50     1.5230 ! CARBOCY carbocyclic sugars 

CG3RC1 NG3P2   164.854    1.497 

CG3RC1 HGA1    309.00     1.1110 ! CARBOCY carbocyclic sugars 

NG3P2  HGP2    460.00     1.0060 ! PROT AcProNH2, ProNH2, AcProNHCH3 RLD 4/23/93 

OG311  HGP1    545.00     0.9600 ! PROT EMB 11/21/89 methanol vib fit; og tested on MeOH EtOH,... 

 

ANGLES 

CG2R62 CG2O2  OG2D1    70.00    123.10   20.00   2.44200 ! ****** , from CG2R61 CG2O2 OG2D1, PENALTY= 0.5 

CG2R62 CG2O2  OG311    40.00    113.90   30.00   2.37000 ! ****** , from CG2R61 CG2O2 OG311, PENALTY= 0.5 

OG2D1  CG2O2  OG311    50.00    123.00  210.00   2.26200 ! PROT adm jr, 10/17/90, acetic acid vibrations 

CG2R61 CG2R61 CG2R62   40.00    119.00   35.00   2.41620 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 3 

CG2R61 CG2R61 OG301   110.00    120.00 ! BIPHENYL ANALOGS, peml 

CG2R62 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! ****** , from CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 OG301   110.00    120.00 ! ****** , from CG2R61 CG2R61 OG301, PENALTY= 0.5 

CG2R62 CG2R61 HGR62    30.00    120.00   22.00   2.15250 ! ****** , from CG2R61 CG2R61 HGR62, PENALTY= 0.5 

CG2R66 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 4.5 

CG2R66 CG2R61 HGR62    30.00    121.50   22.00   2.15250 ! NAMODEL difluorotoluene 

CG2O2  CG2R62 CG2R62   10.00    131.80 ! ****** , from CG2O1 CG2R62 CG2R62, PENALTY= 2.5 



CG2O2  CG2R62 CG2R63   10.00    131.80 ! ****** , from CG2O1 CG2R62 CG2R62, PENALTY= 4 

CG2R61 CG2R62 CG2R62   40.00    121.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R63  120.00    122.30 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 NG2R61   23.00    116.10 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63  120.00    116.70 ! NA T 

CG2R62 CG2R62 NG2R61   85.00    122.90 ! NA C 

CG2R62 CG2R62 HGR62    42.00    119.00 ! NA nadh/ppi, jjp1/adm jr. 7/95 

NG2R61 CG2R62 HGR62    44.00    115.00 ! NA C, h6 

CG2R62 CG2R63 CG2R62   10.00    120.80 ! 4PYO, 4(1H)-pyridinone; from CG2R62 CG2R62 CG2R62; isg 

CG2R62 CG2R63 OG2D4   100.00    124.60 ! NA T, o4 

CG2R61 CG2R66 CG2R61   40.00    122.50   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R66 FGR1     60.00    118.75 ! NAMODEL difluorotoluene 

CG321  CG321  CG324    58.35    110.50   11.16   2.56100 ! FLAVOP PIP1,2,3 

CG321  CG321  CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG321  HGA2     26.50    110.10   22.53   2.17900 ! PROT alkane update, adm jr., 3/2/92 

CG324  CG321  HGA2     26.50    110.10   22.53   2.17900 ! FLAVOP PIP1,2,3 

CG3RC1 CG321  HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

HGA2   CG321  HGA2     35.50    109.00    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG324  NG3P2    40.00    110.00 ! PIP, piperidine 

CG321  CG324  HGA2     26.50    111.80   22.53   2.17900 ! FLAVOP PIP1,2,3 

NG3P2  CG324  HGA2     45.00    102.30   35.00   2.10100 ! PIP, piperidine 

HGA2   CG324  HGA2     35.50    109.00    5.40   1.80200 ! PIP1,2,3 

OG301  CG331  HGA3     45.90    108.89 ! MEOB, Methoxybenzene, cacha 

HGA3   CG331  HGA3     35.50    108.40    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

CG3C31 CG3C31 CG3C31   77.35    111.00    8.00   2.56100 ! PROTMOD cyclopropane 

CG3C31 CG3C31 NG2R61   30.184   117.044  

CG3C31 CG3C31 HGA1     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

CG3C31 CG3C31 HGA2     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

NG2R61 CG3C31 HGA1     75.892   114.188 

HGA2   CG3C31 HGA2     23.00    117.00    5.40   1.80200 ! PROTMOD cyclopropane 

CG3RC1 CG3C52 NG3C51   84.00    107.60 ! ****** , from CG3C52 CG3C52 NG3C51, PENALTY= 1.1 

CG3RC1 CG3C52 HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG3C51 CG3C52 HGA2     54.00    109.00 !v 107.7 PRLD, pyrrolidine; 110.8 2PRL, 2-pyrroline; 110.4 3PRL, 3-

pyrroline; 111.4 2IMI, 2-imidazoline; 111.7 2PRZ, 2-pyrazoline, kevo 

HGA2   CG3C52 HGA2     38.50    106.80    5.40   1.80200 ! THF, 10/17/05 viv 

CG321  CG3RC1 CG3C52   58.35    113.50   11.16   2.56100 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 NG3P2   162.274   108.021 

CG3C52 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3RC1 CG3RC1 NG3P2    97.279   109.977  8.00     2.5610 

CG3RC1 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG3P2  CG3RC1 HGA1     105.536  105.525 

CG2R62 NG2R61 CG2R62   30.00    120.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 NG2R61 CG3C31   45.00    118.40 ! ****** , from CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

CG2R61 NG3C51 CG3C52   48.288   107.844 

CG3C52 NG3C51 CG3C52  140.00    103.70 !v 102.9 PRLD, pyrrolidine; 105.4 3PRL, 3-pyrroline, kevo 

CG324  NG3P2  CG3RC1   26.558   115.625 

CG324  NG3P2  HGP2     30.00    110.80   27.00   2.07400 ! PIP, piperidine 

CG3RC1 NG3P2  HGP2     97.752   110.057  27.00    2.0740 

HGP2   NG3P2  HGP2     51.00    107.50 ! PROT AcProNH2, ProNH2, AcProNHCH3 RLD 4/23/93 

CG2R61 OG301  CG331    65.00    108.00 ! MEOB, Methoxybenzene, cacha 

CG2O2  OG311  HGP1     55.00    115.00 ! PROT adm jr. 5/02/91, acetic acid pure solvent 

 

DIHEDRALS 



OG2D1  CG2O2  CG2R62 CG2R62     1.0250  2   180.00 ! ****** , from OG2D1 CG2O2 CG2R61 CG2R61, PENALTY= 5.5 

OG2D1  CG2O2  CG2R62 CG2R63     1.0250  2   180.00 ! ****** , from OG2D1 CG2O2 CG2R61 CG2R61, PENALTY= 8 

OG311  CG2O2  CG2R62 CG2R62     1.0250  2   180.00 ! ****** , from OG311 CG2O2 CG2R61 CG2R61, PENALTY= 5.5 

OG311  CG2O2  CG2R62 CG2R63     1.0250  2   180.00 ! ****** , from OG311 CG2O2 CG2R61 CG2R61, PENALTY= 8 

CG2R62 CG2O2  OG311  HGP1       0.9750  1   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       2.7000  2   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       0.0500  3   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       0.2500  6   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

OG2D1  CG2O2  OG311  HGP1       2.0500  2   180.00 ! PROT adm jr, 10/17/90, acetic Acid C-Oh rotation barrier 

CG2R62 CG2R61 CG2R61 CG2R66     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 CG2R61 NG3C51     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 3.5 

CG2R66 CG2R61 CG2R61 OG301      3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 1.5 

NG3C51 CG2R61 CG2R61 OG301      2.4440  2   180.00  

CG2R61 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R61 CG2R62 NG2R61     7.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R66 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R62, PENALTY= 1.5 

CG2R66 CG2R61 CG2R62 CG2R63     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R63, PENALTY= 1.5 

OG301  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 5.5 

OG301  CG2R61 CG2R62 NG2R61     2.4000  2   180.00  

HGR62  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R62, PENALTY= 1 

HGR62  CG2R61 CG2R62 CG2R63     1.0000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R63, PENALTY= 1 

CG2R61 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! NAMODEL difluorotoluene 

CG2R62 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 CG2R61, PENALTY= 0.5 

CG2R62 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 FGR1, PENALTY= 0.5 

NG3C51 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 8 

NG3C51 CG2R61 CG2R66 FGR1       2.5800  2   180.00 ! ****** , from NG311 CG2R61 CG2R61 OG3R60, PENALTY= 36.2 

HGR62  CG2R61 CG2R66 CG2R61     4.2000  2   180.00 ! NAMODEL difluorotoluene 

HGR62  CG2R61 CG2R66 FGR1       2.4000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51 CG3C52     1.3590  2     0.00  

CG2R61 CG2R61 NG3C51 CG3C52     2.4490  4     0.00  

CG2R66 CG2R61 NG3C51 CG3C52     0.3300  2   180.00  

CG2R66 CG2R61 NG3C51 CG3C52     0.2440  4     0.00  

CG2R61 CG2R61 OG301  CG331      1.5800  2   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R61 CG2R61 OG301  CG331      0.2000  4   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R62 CG2R61 OG301  CG331      1.5800  2   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2R62 CG2R61 OG301  CG331      0.2000  4   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2O2  CG2R62 CG2R62 NG2R61     2.5000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 NG2R61, PENALTY= 2.5 

CG2O2  CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 HGR63, PENALTY= 4.5 

CG2R61 CG2R62 CG2R62 CG2R61     2.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R62 CG2R63     3.7000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 CG2R62 NG2R61     3.5000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R63 CG2R62 CG2R62 NG2R61     3.0000  2   180.00 ! NA T 

CG2R63 CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! NA bases 

CG2O2  CG2R62 CG2R63 CG2R62     3.0000  2   180.00  

CG2O2  CG2R62 CG2R63 OG2D4      2.4980  2   180.00  

CG2R61 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! ****** , from CG2R62 CG2R62 CG2R63 CG2R62, PENALTY= 1.5 

CG2R61 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

CG2R62 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! NA bases 

CG2R61 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! ****** , from CG2R67 CG2R62 NG2R61 CG2R62, PENALTY= 0.5 

CG2R61 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 8.4 

CG2R62 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

HGR62  CG2R62 NG2R61 CG2R62     5.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

HGR62  CG2R62 NG2R61 CG3C31     0.3000  2   180.00 ! ****** , from HGR62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 



CG324  CG321  CG321  CG3RC1     0.4520  3     0.00  

CG324  CG321  CG321  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

CG3RC1 CG321  CG321  HGA2       0.1950  3     0.00 ! LIPID alkanes 

HGA2   CG321  CG321  HGA2       0.2200  3     0.00 ! LIPID alkanes 

CG321  CG321  CG324  NG3P2      1.0000  3     0.00 ! PIP, piperidine ! @@@ Kenno: 0.1950 -> 1.0000 

CG321  CG321  CG324  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

HGA2   CG321  CG324  NG3P2      0.1950  3     0.00 ! PIP, piperidine 

HGA2   CG321  CG324  HGA2       0.1950  3     0.00 ! FLAVOP PIP1,2,3 

CG321  CG321  CG3RC1 CG3C52     0.2000  3     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 CG3C52     0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG324  NG3P2  CG3RC1     0.3190  1   180.00 

CG321  CG324  NG3P2  CG3RC1     2.2270  2     0.00 

CG321  CG324  NG3P2  CG3RC1     1.4290  3   180.00 

CG321  CG324  NG3P2  HGP2       0.1000  3     0.00 ! PIP, piperidine 

HGA2   CG324  NG3P2  CG3RC1     1.1970  3     0.00 

HGA2   CG324  NG3P2  HGP2       0.1000  3     0.00 ! PIP, piperidine 

HGA3   CG331  OG301  CG2R61     0.0850  3     0.00 ! MEOB, Methoxybenzene, cacha 

CG3C31 CG3C31 CG3C31 NG2R61     1.2340  3   180.00  

CG3C31 CG3C31 CG3C31 HGA1       0.1000  6     0.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

CG3C31 CG3C31 CG3C31 HGA2       0.1000  6     0.00 ! PROTMOD hf/cyclopropane 

NG2R61 CG3C31 CG3C31 HGA2       2.2320  3   180.00 

HGA1   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

HGA2   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! PROTMOD hf/cyclopropane 

CG3C31 CG3C31 NG2R61 CG2R62     2.3350  3     0.00 

HGA1   CG3C31 NG2R61 CG2R62     2.4770  3     0.00 

NG3C51 CG3C52 CG3RC1 CG321      1.5720  3   180.00 

NG3C51 CG3C52 CG3RC1 CG3RC1     0.9650  3     0.00 

NG3C51 CG3C52 CG3RC1 NG3P2      1.4040  3     0.00 

NG3C51 CG3C52 CG3RC1 HGA1       1.0890  3     0.00 

HGA2   CG3C52 CG3RC1 CG321      0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG3C52 CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG3C52 CG3RC1 NG3P2      2.4440  3     0.00  

HGA2   CG3C52 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3RC1 CG3C52 NG3C51 CG2R61     1.2050  3   180.00  

CG3RC1 CG3C52 NG3C51 CG3C52     0.1800  3     0.00 ! ****** , from CG3C52 CG3C52 NG3C51 CG3C52, PENALTY= 1.1 

HGA2   CG3C52 NG3C51 CG2R61     1.6800  3     0.00 

HGA2   CG3C52 NG3C51 CG3C52     0.0000  3     0.00 ! 3PRL, 3-pyrroline, kevo 

CG321  CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 CG3RC1 NG3P2      0.3810  3   180.00 

CG321  CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1 NG3P2      0.8780  3   180.00 

CG3C52 CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

NG3P2  CG3RC1 CG3RC1 HGA1       2.0850  3   180.00  

HGA1   CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 NG3P2  CG324      1.8470  3   180.00 

CG3C52 CG3RC1 NG3P2  HGP2       1.3210  3     0.00 

CG3RC1 CG3RC1 NG3P2  CG324      0.2800  3   180.00 

CG3RC1 CG3RC1 NG3P2  HGP2       1.3090  3     0.00 

HGA1   CG3RC1 NG3P2  CG324      0.7100  3     0.00 



HGA1   CG3RC1 NG3P2  HGP2       2.4770  3   180.00 

 

IMPROPERS 

CG2O2  CG2R62 OG2D1  OG311     53.0000  0     0.00 ! ****** , from CG2O2 CG2R61 OG2D1 OG311, PENALTY= 0.5 

CG2R63 CG2R62 CG2R62 OG2D4     15.0000  0     0.00 ! 4PYO, 4(1H)-pyridinone, isg 

 

END 

RETURN 

* Toppar stream file generated by 

* 

 

read rtf card append 

* Initial topologies generated by 

* CHARMM General Force Field (CGenFF) program version 1.0.0 

* For use with CGenFF version 3.0.1 

* 

36 1 

 

!============================================================= 

! Moxifloxacin - Neutral 

!============================================================= 



 

RESI MOX0         0.000  

GROUP            ! CHARGE   CH_PENALTY 

ATOM F      FGR1   -0.145  

ATOM O1     OG301  -0.391 !    2.180 

ATOM O2     OG2D4  -0.425  

ATOM O3     OG311  -0.513 !    4.025 

ATOM O4     OG2D1  -0.437 !    3.884 

ATOM N1     NG3C51 -0.094  

ATOM N2     NG311  -0.761  

ATOM N3     NG2R61 -0.177  

ATOM C1     CG3RC1 -0.086  

ATOM C2     CG3RC1  0.018  

ATOM C3     CG3C52 -0.019  

ATOM C4     CG3C52  0.096  

ATOM C5     CG321  -0.178 !    3.307 

ATOM C6     CG3C31  0.094  

ATOM C7     CG321  -0.171  

ATOM C8     CG3C31 -0.180 !    7.029 

ATOM C9     CG3C31 -0.180 !    7.029 

ATOM C10    CG321   0.078  

ATOM C11    CG2R61 -0.150  

ATOM C12    CG2R62  0.027  

ATOM C13    CG2R61  0.216  

ATOM C14    CG2R62  0.097  

ATOM C15    CG2R66 -0.135  

ATOM C16    CG2R62  0.016 !    8.806 

ATOM C17    CG2R61  0.040 !    6.996 

ATOM C18    CG2R62  0.261  

ATOM C19    CG2R63  0.026  

ATOM C20    CG2O2   0.314  

ATOM C21    CG331  -0.100 !    0.025 

ATOM H1     HGA1    0.090 !    2.026 

ATOM H2     HGA1    0.090 !    3.009 

ATOM H3     HGP1    0.429 !    0.219 

ATOM H4     HGPAM1  0.342 !    3.537 

ATOM H5     HGA2    0.090 !    1.375 

ATOM H6     HGA2    0.090 !    1.375 

ATOM H7     HGA2    0.090 !    1.596 

ATOM H8     HGA2    0.090 !    1.596 

ATOM H9     HGA2    0.090 !    0.000 

ATOM H10    HGA2    0.090 !    0.000 

ATOM H11    HGA1    0.090 !    4.940 

ATOM H12    HGA2    0.090 !    0.450 

ATOM H13    HGA2    0.090 !    0.450 

ATOM H14    HGA2    0.090 !    2.500 

ATOM H15    HGA2    0.090 !    2.500 

ATOM H16    HGA2    0.090 !    2.500 

ATOM H17    HGA2    0.090 !    2.500 

ATOM H18    HGA2    0.090 !    2.500 

ATOM H19    HGA2    0.090 !    2.500 

ATOM H20    HGR62   0.111 !    4.793 

ATOM H21    HGR62   0.177 !    0.253 

ATOM H22    HGA3    0.090 !    0.000 

ATOM H23    HGA3    0.090 !    0.000 

ATOM H24    HGA3    0.090 !    0.000 



 

BOND F    C15  

BOND O1   C13  

BOND O1   C21  

BOND O2   C19  

BOND O3   C20  

BOND O4   C20  

BOND N1   C3   

BOND N1   C4   

BOND N1   C11  

BOND N2   C2   

BOND N2   C10  

BOND N3   C6   

BOND N3   C12  

BOND N3   C16  

BOND C1   C2   

BOND C1   C3   

BOND C1   C5   

BOND C1   H1   

BOND C2   C4   

BOND C2   H2   

BOND C5   C7   

BOND C6   C8   

BOND C6   C9   

BOND C7   C10  

BOND C8   C9   

BOND C11  C13  

BOND C11  C15  

BOND C12  C13  

BOND C12  C14  

BOND C14  C17  

BOND C14  C19  

BOND C15  C17  

BOND C16  C18  

BOND C18  C19  

BOND C18  C20  

BOND O3   H3   

BOND N2   H4   

BOND C3   H5   

BOND C3   H6   

BOND C4   H7   

BOND C4   H8   

BOND C5   H9   

BOND C5   H10  

BOND C6   H11  

BOND C7   H12  

BOND C7   H13  

BOND C8   H14  

BOND C8   H15  

BOND C9   H16  

BOND C9   H17  

BOND C10  H18  

BOND C10  H19  

BOND C16  H20  

BOND C17  H21  

BOND C21  H22  



BOND C21  H23  

BOND C21  H24  

IMPR C19    C14    C18    O2     

IMPR C20    C18    O4     O3     

 

END 

 

read param card flex append 

* Parameters generated by analogy by 

* CHARMM General Force Field (CGenFF) program version 2.2.0 

* 

 

! Penalties lower than 10 indicate the analogy is fair; penalties between 10 

! and 50 mean some basic validation is recommended; penalties higher than 

! 50 indicate poor analogy and mandate extensive validation/optimization. 

 

BONDS 

CG2O2  CG2R62  254.00     1.4800 ! ****** , from CG2O2 CG2R61, PENALTY= 5 

CG2O2  OG2D1   750.00     1.2200 ! PROT adm jr. 5/02/91, acetic acid pure solvent; LIPID methyl acetate 

CG2O2  OG311   230.00     1.4000 ! PROT adm jr. 5/02/91, acetic acid pure solvent 

CG2R61 CG2R61  305.00     1.3750 ! PROT benzene, JES 8/25/89 

CG2R61 CG2R62  394.00     1.3750 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R66  305.00     1.3700 ! NAMODEL difluorotoluene 

CG2R61 NG3C51  433.937    1.330 

CG2R61 OG301   230.00     1.3820 ! COMPDS peml 

CG2R61 HGR62   340.00     1.0800 ! NA, DFT 

CG2R62 CG2R62  420.00     1.3500 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R63  302.00     1.4030 ! NA T, adm jr. 11/97 

CG2R62 NG2R61  302.00     1.3430 ! NA C, adm jr. 11/97 

CG2R62 HGR62   350.00     1.0900 ! NA C,U, JWK 

CG2R63 OG2D4   660.00     1.2340 ! NA U,A,G par_a4 adm jr. 10/2/91 

CG2R66 FGR1    400.00     1.3580 ! NAMODEL difluorotoluene 

CG321  CG321   222.50     1.5300 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG321  NG311   263.00     1.4740 ! AMINE aliphatic amines 

CG321  HGA2    309.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 

CG331  OG301   360.00     1.4150 ! diethylether, alex 

CG331  HGA3    322.00     1.1110 ! PROT alkane update, adm jr., 3/2/92 

CG3C31 CG3C31  240.00     1.5010 ! PROTMOD cyclopropane 

CG3C31 NG2R61  259.453    1.372 

CG3C31 HGA1    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C31 HGA2    340.00     1.0830 ! PROTMOD cyclopropane 

CG3C52 CG3RC1  222.50     1.5240 ! CARBOCY carbocyclic sugars 

CG3C52 NG3C51  400.00     1.4780 ! PRLD, pyrrolidine; 2PRL, 2-pyrroline, kevo 

CG3C52 HGA2    307.00     1.1000 ! THF, THF neutron diffr., 5/30/06, viv 

CG3RC1 CG3RC1  222.50     1.5230 ! CARBOCY carbocyclic sugars 

CG3RC1 NG311   248.581    1.399  

CG3RC1 HGA1    309.00     1.1110 ! CARBOCY carbocyclic sugars 

NG311  HGPAM1  447.80     1.0190 ! AMINE aliphatic amines 

OG311  HGP1    545.00     0.9600 ! PROT EMB 11/21/89 methanol vib fit; og tested on MeOH EtOH,... 

 

ANGLES 

CG2R62 CG2O2  OG2D1    70.00    123.10   20.00   2.44200 ! ****** , from CG2R61 CG2O2 OG2D1, PENALTY= 0.5 

CG2R62 CG2O2  OG311    40.00    113.90   30.00   2.37000 ! ****** , from CG2R61 CG2O2 OG311, PENALTY= 0.5 

OG2D1  CG2O2  OG311    50.00    123.00  210.00   2.26200 ! PROT adm jr, 10/17/90, acetic acid vibrations 

CG2R61 CG2R61 CG2R62   40.00    119.00   35.00   2.41620 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 



CG2R61 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 3 

CG2R61 CG2R61 OG301   110.00    120.00 ! BIPHENYL ANALOGS, peml 

CG2R62 CG2R61 CG2R66   40.00    119.00   35.00   2.41620 ! ****** , from CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 OG301   110.00    120.00 ! ****** , from CG2R61 CG2R61 OG301, PENALTY= 0.5 

CG2R62 CG2R61 HGR62    30.00    120.00   22.00   2.15250 ! ****** , from CG2R61 CG2R61 HGR62, PENALTY= 0.5 

CG2R66 CG2R61 NG3C51   40.00    120.00 ! ****** , from CG2R61 CG2R61 NG311, PENALTY= 4.5 

CG2R66 CG2R61 HGR62    30.00    121.50   22.00   2.15250 ! NAMODEL difluorotoluene 

CG2O2  CG2R62 CG2R62   10.00    131.80 ! ****** , from CG2O1 CG2R62 CG2R62, PENALTY= 2.5 

CG2O2  CG2R62 CG2R63   10.00    131.80 ! ****** , from CG2O1 CG2R62 CG2R62, PENALTY= 4 

CG2R61 CG2R62 CG2R62   40.00    121.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R63  120.00    122.30 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 NG2R61   23.00    116.10 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63  120.00    116.70 ! NA T 

CG2R62 CG2R62 NG2R61   85.00    122.90 ! NA C 

CG2R62 CG2R62 HGR62    42.00    119.00 ! NA nadh/ppi, jjp1/adm jr. 7/95 

NG2R61 CG2R62 HGR62    44.00    115.00 ! NA C, h6 

CG2R62 CG2R63 CG2R62   10.00    120.80 ! 4PYO, 4(1H)-pyridinone; from CG2R62 CG2R62 CG2R62; isg 

CG2R62 CG2R63 OG2D4   100.00    124.60 ! NA T, o4 

CG2R61 CG2R66 CG2R61   40.00    122.50   35.00   2.41620 ! NAMODEL difluorotoluene 

CG2R61 CG2R66 FGR1     60.00    118.75 ! NAMODEL difluorotoluene 

CG321  CG321  CG321    58.35    113.60   11.16   2.56100 ! PROT alkane update, adm jr., 3/2/92 

CG321  CG321  CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG321  NG311    43.70    110.00 ! K2Cn, cgenff_compromise, kevo 

CG321  CG321  HGA2     26.50    110.10   22.53   2.17900 ! PROT alkane update, adm jr., 3/2/92 

CG3RC1 CG321  HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG311  CG321  HGA2     32.40    109.50   50.00   2.13000 ! PEI polymers, kevo 

HGA2   CG321  HGA2     35.50    109.00    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

OG301  CG331  HGA3     45.90    108.89 ! MEOB, Methoxybenzene, cacha 

HGA3   CG331  HGA3     35.50    108.40    5.40   1.80200 ! PROT alkane update, adm jr., 3/2/92 

CG3C31 CG3C31 CG3C31   77.35    111.00    8.00   2.56100 ! PROTMOD cyclopropane 

CG3C31 CG3C31 NG2R61   89.072   120.511   

CG3C31 CG3C31 HGA1     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

CG3C31 CG3C31 HGA2     23.00    117.10   22.53   2.17900 ! PROTMOD cyclopropane 

NG2R61 CG3C31 HGA1     12.460   104.276 

HGA2   CG3C31 HGA2     23.00    117.00    5.40   1.80200 ! PROTMOD cyclopropane 

CG3RC1 CG3C52 NG3C51   84.00    107.60 ! ****** , from CG3C52 CG3C52 NG3C51, PENALTY= 1.1 

CG3RC1 CG3C52 HGA2     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG3C51 CG3C52 HGA2     54.00    109.00 !v 107.7 PRLD, pyrrolidine; 110.8 2PRL, 2-pyrroline; 110.4 3PRL, 3-

pyrroline; 111.4 2IMI, 2-imidazoline; 111.7 2PRZ, 2-pyrazoline, kevo 

HGA2   CG3C52 HGA2     38.50    106.80    5.40   1.80200 ! THF, 10/17/05 viv 

CG321  CG3RC1 CG3C52   58.35    113.50   11.16   2.56100 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1   53.35    111.00    8.00   2.56100 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 NG311    82.560   114.667    

CG3C52 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

CG3RC1 CG3RC1 NG311    77.024   111.797  8.00     2.5610   

CG3RC1 CG3RC1 HGA1     34.50    110.10   22.53   2.17900 ! CARBOCY carbocyclic sugars 

NG311  G3RC1  HGA1     42.880   109.227 

CG2R62 NG2R61 CG2R62   30.00    120.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 NG2R61 CG3C31   45.00    118.40 ! ****** , from CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

CG321  NG311  CG3RC1   107.450  114.812  5.00     2.4217   

CG321  NG311  HGPAM1   35.00    111.00 ! compromise between PEI0 on the one hand and OBTZ AOBT on the other 

hand, kevo & xxwy 

CG3RC1 NG311  HGPAM1   89.535   107.894  



CG2R61 NG3C51 CG3C52   48.288   107.844 

CG3C52 NG3C51 CG3C52  140.00    103.70 !v 102.9 PRLD, pyrrolidine; 105.4 3PRL, 3-pyrroline, kevo 

CG2R61 OG301  CG331    65.00    108.00 ! MEOB, Methoxybenzene, cacha 

CG2O2  OG311  HGP1     55.00    115.00 ! PROT adm jr. 5/02/91, acetic acid pure solvent 

 

DIHEDRALS 

OG2D1  CG2O2  CG2R62 CG2R62     1.0250  2   180.00 ! ****** , from OG2D1 CG2O2 CG2R61 CG2R61, PENALTY= 5.5 

OG2D1  CG2O2  CG2R62 CG2R63     1.0250  2   180.00 ! ****** , from OG2D1 CG2O2 CG2R61 CG2R61, PENALTY= 8 

OG311  CG2O2  CG2R62 CG2R62     1.0250  2   180.00 ! ****** , from OG311 CG2O2 CG2R61 CG2R61, PENALTY= 5.5 

OG311  CG2O2  CG2R62 CG2R63     1.0250  2   180.00 ! ****** , from OG311 CG2O2 CG2R61 CG2R61, PENALTY= 8 

CG2R62 CG2O2  OG311  HGP1       0.9750  1   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       2.7000  2   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       0.0500  3   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

CG2R62 CG2O2  OG311  HGP1       0.2500  6   180.00 ! ****** , from CG2R61 CG2O2 OG311 HGP1, PENALTY= 0.5 

OG2D1  CG2O2  OG311  HGP1       2.0500  2   180.00 ! PROT adm jr, 10/17/90, acetic Acid C-Oh rotation barrier 

CG2R62 CG2R61 CG2R61 CG2R66     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 CG2R66, PENALTY= 0.5 

CG2R62 CG2R61 CG2R61 NG3C51     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 3.5 

CG2R66 CG2R61 CG2R61 OG301      3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 1.5 

NG3C51 CG2R61 CG2R61 OG301      2.4440  2   180.00 

CG2R61 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R61 CG2R62 NG2R61     7.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R66 CG2R61 CG2R62 CG2R62     0.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R62, PENALTY= 1.5 

CG2R66 CG2R61 CG2R62 CG2R63     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R62 CG2R63, PENALTY= 1.5 

OG301  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 OG301, PENALTY= 5.5 

OG301  CG2R61 CG2R62 NG2R61     2.4000  2   180.00  

HGR62  CG2R61 CG2R62 CG2R62     3.1000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R62, PENALTY= 1 

HGR62  CG2R61 CG2R62 CG2R63     1.0000  2   180.00 ! ****** , from HGR61 CG2R61 CG2R62 CG2R63, PENALTY= 1 

CG2R61 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! NAMODEL difluorotoluene 

CG2R62 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 CG2R61, PENALTY= 0.5 

CG2R62 CG2R61 CG2R66 FGR1       4.5000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R66 FGR1, PENALTY= 0.5 

NG3C51 CG2R61 CG2R66 CG2R61     3.1000  2   180.00 ! ****** , from CG2R61 CG2R61 CG2R61 NG311, PENALTY= 8 

NG3C51 CG2R61 CG2R66 FGR1       2.5800  2   180.00 ! ****** , from NG311 CG2R61 CG2R61 OG3R60, PENALTY= 36.2 

HGR62  CG2R61 CG2R66 CG2R61     4.2000  2   180.00 ! NAMODEL difluorotoluene 

HGR62  CG2R61 CG2R66 FGR1       2.4000  2   180.00 ! NAMODEL difluorotoluene 

CG2R61 CG2R61 NG3C51 CG3C52     1.3590  2     0.00 

CG2R61 G2R61  NG3C51 CG3C52     2.4490  4     0.00 

CG2R66 CG2R61 NG3C51 CG3C52     0.3300  2   180.00 

CG2R66 CG2R61 NG3C51 CG3C52     0.2440  4     0.00 

CG2R61 CG2R61 OG301  CG331      1.5800  2   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R61 CG2R61 OG301  CG331      0.2000  4   180.00 ! MEOB, Methoxybenzene update, yxu 

CG2R62 CG2R61 OG301  CG331      1.5800  2   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2R62 CG2R61 OG301  CG331      0.2000  4   180.00 ! ****** , from CG2R61 CG2R61 OG301 CG331, PENALTY= 0.5 

CG2O2  CG2R62 CG2R62 NG2R61     2.5000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 NG2R61, PENALTY= 2.5 

CG2O2  CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! ****** , from CG2O1 CG2R62 CG2R62 HGR63, PENALTY= 4.5 

CG2R61 CG2R62 CG2R62 CG2R61     2.5000  2   180.00 ! RIN, coumarin, isg 

CG2R61 CG2R62 CG2R62 CG2R63     3.7000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R61 CG2R62 CG2R62 NG2R61     3.5000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R63 CG2R62 CG2R62 NG2R61     3.0000  2   180.00 ! NA T 

CG2R63 CG2R62 CG2R62 HGR62      1.0000  2   180.00 ! NA bases 

CG2O2  CG2R62 CG2R63 CG2R62     3.0000  2   180.00 

CG2O2  CG2R62 CG2R63 OG2D4      2.4980  2   180.00 

CG2R61 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! ****** , from CG2R62 CG2R62 CG2R63 CG2R62, PENALTY= 1.5 

CG2R61 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! YTHY, 2,4(1H,3H)-quinazolinedione, isg 

CG2R62 CG2R62 CG2R63 CG2R62     1.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

CG2R62 CG2R62 CG2R63 OG2D4      1.0000  2   180.00 ! NA bases 



CG2R61 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! ****** , from CG2R67 CG2R62 NG2R61 CG2R62, PENALTY= 0.5 

CG2R61 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 8.4 

CG2R62 CG2R62 NG2R61 CG2R62     4.0000  2   180.00 ! NA nad/ppi, jjp1/adm jr. 7/95 

CG2R62 CG2R62 NG2R61 CG3C31    11.0000  2   180.00 ! ****** , from CG2R62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

HGR62  CG2R62 NG2R61 CG2R62     5.6000  2   180.00 ! 4PYO, 4(1H)-pyridinone, isg 

HGR62  CG2R62 NG2R61 CG3C31     0.3000  2   180.00 ! ****** , from HGR62 CG2R62 NG2R61 CG3C51, PENALTY= 6.9 

CG321  CG321  CG321  CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG321  CG321  NG311      3.0000  1   180.00 

CG321  CG321  CG321  NG311      0.5000  2     0.00 

CG321  CG321  CG321  HGA2       0.1950  3     0.00 ! LIPID alkanes 

CG3RC1 CG321  CG321  HGA2       0.1950  3     0.00 ! LIPID alkanes 

NG311  CG321  CG321  HGA2       0.1950  3     0.00 ! K2Cn, cgenff_compromise, kevo 

HGA2   CG321  CG321  HGA2       0.2200  3     0.00 ! LIPID alkanes 

CG321  CG321  CG3RC1 CG3C52     0.2000  3     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

CG321  CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 CG3C52     0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG321  CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG321  CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG321  NG311  CG3RC1     2.1190  1     0.00 

CG321  CG321  NG311  CG3RC1     2.9060  2     0.00 

CG321  CG321  NG311  CG3RC1     0.0660  3     0.00 

CG321  CG321  NG311  HGPAM1     0.3000  3     0.00 ! K2Cn, cgenff_compromise, kevo 

HGA2   CG321  NG311  CG3RC1     0.9290  3   180.00 

HGA2   CG321  NG311  HGPAM1     0.0500  3     0.00 ! PEI0, OBTZ, AOBT, kevo & xxwy 

HGA3   CG331  OG301  CG2R61     0.0850  3     0.00 ! MEOB, Methoxybenzene, cacha 

CG3C31 CG3C31 CG3C31 NG2R61     1.2340  3   180.00  

CG3C31 CG3C31 CG3C31 HGA1       0.1000  6     0.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

CG3C31 CG3C31 CG3C31 HGA2       0.1000  6     0.00 ! PROTMOD hf/cyclopropane 

NG2R61 CG3C31 CG3C31 HGA2       2.2320  3   180.00 

HGA1   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! AMCP, aminomethyl cyclopropane; from PROTMOD 

hf/cyclopropane; jhs 

HGA2   CG3C31 CG3C31 HGA2       0.2000  5   180.00 ! PROTMOD hf/cyclopropane 

CG3C31 CG3C31 NG2R61 CG2R62     2.3350  3     0.00 

HGA1   CG3C31 NG2R61 CG2R62     2.4770  3     0.00 

NG3C51 CG3C52 CG3RC1 CG321      1.5720  3   180.00 

NG3C51 CG3C52 CG3RC1 CG3RC1     0.9650  3     0.00 

NG3C51 CG3C52 CG3RC1 NG311      2.9350  3     0.00 

NG3C51 CG3C52 CG3RC1 HGA1       1.0890  3     0.00 

HGA2   CG3C52 CG3RC1 CG321      0.1950  1     0.00 ! BAM1, bile acid steroidal C-D ring, cacha, 02/08 

HGA2   CG3C52 CG3RC1 CG3RC1     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

HGA2   CG3C52 CG3RC1 NG311      0.8650  3   180.00 

HGA2   CG3C52 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3RC1 CG3C52 NG3C51 CG2R61     1.2050  3   180.00 

CG3RC1 CG3C52 NG3C51 CG3C52     0.1800  3     0.00 ! ****** , from CG3C52 CG3C52 NG3C51 CG3C52, PENALTY= 1.1 

CG3RC1 CG3C52 NG3C51 CG2R61     1.2050  3   180.00 

HGA2   CG3C52 NG3C51 CG3C52     0.0000  3     0.00 ! 3PRL, 3-pyrroline, kevo 

CG321  CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 CG3RC1 NG311      1.6840  3     0.00  

CG321  CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG3C52 CG3RC1 CG3RC1 CG3C52     0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

CG321  CG3RC1 CG3RC1 NG311      1.6840  3     0.00  

CG3C52 CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 

NG311  CG3RC1 CG3RC1 HGA1       0.5290  3     0.00  

HGA1   CG3RC1 CG3RC1 HGA1       0.1500  3     0.00 ! CARBOCY carbocyclic sugars 



CG3C52 CG3RC1 NG311  CG321      0.5830  3     0.00 

CG3C52 CG3RC1 NG311  HGPAM1     0.7110  3   180.00 

CG3RC1 CG3RC1 NG311  CG321      0.6760  3     0.00 

CG3RC1 CG3RC1 NG311  HGPAM1     2.9830  3   180.00 

HGA1   CG3RC1 NG311  CG321      2.6450  3     0.00 

HGA1   CG3RC1 NG311  HGPAM1     0.7990  3     0.00 

 

IMPROPERS 

CG2O2  CG2R62 OG2D1  OG311     53.0000  0     0.00 ! ****** , from CG2O2 CG2R61 OG2D1 OG311, PENALTY= 0.5 

CG2R63 CG2R62 CG2R62 OG2D4     15.0000  0     0.00 ! 4PYO, 4(1H)-pyridinone, isg 

 

END 

RETURN 

 

 


