
Diagarose dihedral PES fit 

Dihedral ID PES - Absolute (left) and relative (right) Fit Q-Force Geom 

CC_H20C12O7_d1dc915fef2e35f11e3f12e586a269d2~1 

 

 

 

CC_H22C13O7_e0813762e0f05260ebd0afe816c05b38~1 

 

 

 

CO_H12C6O3_5992a94d8bef262459287066793d6d18~1 

 

 

 

CO_H12C6O5_15e9469f81604f8a2e4a5949218fc658~1 

 

 

 

CO_H12C7O4_e20da73471d7c74e12c58731ff21cb66~1 

 

 

 

CO_H14C7O3_25e5cd32a055a8bead806c2a2c0f9d2d~2 

 

 

 

CO_H14C8O5_f1f52ad24c8c1405501c856ef9380705~1 

 

 

 

CO_H18C11O6_9bf6b57359a1013962f3906ae13a62b8~1 

 

 

 



CO_H18C11O6_9bf6b57359a1013962f3906ae13a62b8~2 

 

 

 

CO_H18C11O7_3d432b0078ba35ae81bd833d75e05971~1 

 

 
 

CO_H20C12O6_4a0f46f5ff86dd0d94341a18f147de10~1 

 

 

 

CO_H20C12O6_531a3d3e984cd55f26feb0db8eb834f1~1 

 

 

 

CO_H20C12O7_078fb8a6062461d83e27d31e8054f65a~1 

 

 

 

CO_H20C12O7_d5170e8f35b3aad294dff27155175982~1 

 

 

 

CO_H20C12O8_fd36566290daf755936a43507a81ecbd~1 

 

 

 

CO_H22C13O7_c9f6ef80f87e9f56e3ad2fa7c89c8748~1 

 

 

 

 


