
 

Table S1: The conformational energies (computed using the GBMV calculations) and 

the populations of models H1-H7 and model J1-J7. 

 

Model 
Conformational energy 

(kcal/mol) 
Population (%) 

Standard 

deviation 

(kcal/mol) 

J1 -52.4146 512 .2.144 

J2 -52.41.6 .16 .641.. 

J3 -54.6126 614 .25146 

J4 -56451.4 616 .2.14. 

J5 -5266145 516 .2.164 

J6 -562.166 612 .26164 

J7 -52441.. 615 .64144 

H1 -5466124 614 .24124 

H2 -5246164 515 .26155 

H3 -5442166 416 .6.144 

H4 -526.144 .14 .64166 

H5 -56..1.. 616 .2.1.5 

H6 -56521.6 616 .64164 

H7 -5256145 .16 .24144 
 


