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Table S1. Atomic coordinates for 1,10-decanediol. 

 x y z 

C5  

C6  

C7  

C8  

C9  

H5a 

H5b 

H6a 

H6b 

H7a 

H7b 

H8a 

H8b 

H9a 

H9b 

OH  

HO 

0.69861  

0.58970  

0.36596  

0.26343  

0.04993  

 0.77170  

 0.53408  

 0.76208  

 0.51304  

 0.19332  

 0.44322  

 0.43724  

 0.17722  

 -0.12503 

 0.13645  

0.91581  

0.97767  

-0.10471 

0.15231 

0.12864 

0.39051 

0.36744 

-0.22458 

-0.21330 

0.26181 

0.26578 

0.01887 

0.01540 

0.50390 

0.50058 

0.25534 

0.25610 

-0.05521 

-0.22368 

0.18237  

0.15453  

0.09856  

0.07178  

0.01364  

0.14478 

 0.20145 

 0.13953  

 0.19266  

 0.11349  

 0.06040  

 0.05878  

 0.10926  

 0.02650 

 -0.02357 

 0.23069  

 0.24585 

    

 

 

Table S2. Atomic coordinates for 1,11-undecanediol. 

 x y z 

O1  

O2  

C1  

C2  

C3  

C4  

C5  

C6  

0.97116  

0.91837  

1.03094  

0.96868  

1.05120  

0.97231  

1.04765  

0.96369  

0.28322  

0.71219  

0.28723  

0.32712  

0.36558  

0.40513  

0.44427  

0.48337  

-0.35224  

0.08107  

-0.09076  

0.03096  

-0.09257  

0.02234  

-0.09737 

0.01717  



S2 

C7  

C8  

C9  

C10  

C11  

H1a  

H1b  

H1o  

H2a  

H2b  

H2o  

H3a  

H3b  

H4a  

H4b  

H5a  

H5b  

H6a  

H6b  

H7a  

H7b  

H8a  

H8b  

H9a  

H9b  

H10a 

H10b 

H11a 

H11b 

1.03810  

0.95220  

1.02576  

 0.93496  

 1.00491  

 1.16105  

 0.97512  

 0.83552  

 1.00089  

 0.83422  

 0.96324  

 1.18302  

 1.02471  

 1.00177  

 0.84042  

 1.17960  

 1.02048  

 0.99077  

 0.83263  

 1.16991  

 1.01177  

 0.97662  

 0.82055  

 1.15705  

 1.00067  

0.95897 

0.80347 

1.13792 

0.97486 

0.52310  

0.56142  

0.60192 

 0.63917  

 0.67987  

 0.28532  

 0.26506  

 0.28459  

 0.32733  

 0.32929  

 0.73824  

 0.36525  

 0.36513  

 0.40585  

 0.40512  

 0.44485  

 0.44373  

 0.48381  

 0.48290  

 0.52412  

 0.52321  

 0.56137  

 0.56086  

 0.60319  

 0.60278  

 0.63811 

 0.63791 

 0.68143 

 0.68253 

-0.09755  

0.02051  

-0.08661  

 0.03778  

 -0.06224  

 -0.07889  

 0.01158  

 -0.36257  

 0.21003  

 0.01668  

 0.01784  

 -0.06711  

 -0.27386  

 0.20201 

 -0.00023  

 -0.07332  

 -0.27876  

 0.19796 

 -0.00899  

 -0.07200  

 -0.27905  

 0.20242 

 -0.00764  

 -0.05907  

 -0.26873  

0.22110  

 0.01013  

 -0.04142 

 -0.24104 

    

 

 

Table S3. Atomic coordinates for 1,12-dodecanediol. 

 x y z 

C2    

C3    

C4    

C5    

C6    

H2b   

H2a   

H3b   

H3a   

H4b   

H4a   

0.65156 

 0.44365 

 0.37696 

 0.17089 

 0.10233 

 0.57616 

 0.84081 

 0.25558 

 0.51969 

 0.56484 

 0.29831 

0.02010  

 0.00484  

 0.26568  

 0.24857  

 0.50859  

 0.14953  

 0.10543  

-0.08248  

-0.12446  

 0.35460  

 0.39419  

0.16678  

0.12072  

0.09535  

0.04884  

0.02331  

0.19920  

0.15088  

0.13682  

0.08830  

0.07962  

0.12767  



S3 

H5b   

H5a   

H6b   

H6a   

C1    

OH   

H1b   

H1a   

Ho    

-0.01664 

 0.25025 

 0.28977 

 0.02249 

 0.72640 

 0.92352 

 0.54112 

 0.80462 

 0.97066 

 0.15886  

 0.12005  

 0.59851  

 0.63709  

-0.23312  

-0.19822  

-0.31976  

-0.36657  

-0.36944 

0.06457  

0.01661  

0.00761  

0.05549  

0.19132  

0.23306  

0.20903  

0.15985  

0.24508 

    

 

 

Table S4. Atomic coordinates for 1,13-tridecanediol. 

 x y z 

O1  

O2  

C1  

C2  

C3  

C4  

C5  

C6  

C7  

C8  

C9  

C10  

C11  

C12  

C13  

H1O  

H1a  

H1b  

H2O  

H2a  

H2b  

H3a  

H3b  

H4a  

H4b  

H5a  

H5b  

H6a  

H6b  

H7a  

H7b  

0.41880  

0.45995  

0.51180  

0.43992  

0.52841  

0.45298  

0.53750  

0.46160  

0.54332  

0.46854  

0.55101  

 0.47475  

 0.55051  

 0.46726  

 0.52817  

 0.45557  

 0.46842  

 0.64130  

 0.31036  

 0.29103  

 0.45756  

 0.66544  

 0.48721  

 0.31673  

 0.48503  

 0.67653  

 0.51820  

 0.32638  

 0.48259  

 0.69044  

 0.52388  

0.21729  

-0.22106 

0.18961  

0.15462  

0.12234  

0.08759  

0.05418  

0.02006  

-0.01381  

-0.04756  

-0.08173  

 -0.11514  

 -0.14939  

 -0.18244  

 -0.21695  

 0.23721  

 0.19112  

 0.19291  

 -0.21910  

 0.15289  

 0.15646  

 0.12501  

 0.12391  

 0.08585  

 0.08712  

 0.05713  

 0.05469  

 0.01897  

 0.01892  

 -0.01104  

 -0.01370  

0.41602  

 0.85303  

0.55346  

0.45336  

0.58341  

0.47693  

0.60162 

0.48761  

 0.60605  

 0.48685  

 0.60260  

0.47917  

 0.59609  

 0.46910  

 0.59104  

0.45726 

 0.75279  

 0.52634  

0.85786  

 0.47867  

 0.28772  

 0.56687  

 0.78886  

 0.49828  

 0.28760  

 0.58341  

 0.79601  

 0.50127  

 0.30868  

 0.58079  

 0.79664  



S4 

H8a  

H8b  

H9a  

H9b  

H10a 

H10b 

H11a 

H11b 

H12a 

H12b 

H13a 

H13b 

 0.32702  

 0.49922  

 0.69074  

 0.53242  

0.34008 

 0.50085 

 0.69144 

 0.53911 

 0.33038 

 0.51929 

 0.66210 

 0.47656 

 -0.04883  

 -0.04855  

 -0.08015  

 -0.08209  

 -0.11661 

 -0.11696 

 -0.15166 

 -0.15049 

 -0.18165 

 -0.18692 

 -0.21691 

 -0.23798 

3 0.50188  

5 0.29930  

5 0.58432  

9 0.79202  

61 0.49103 

96 0.28513 

66 0.57620 

49 0.76264 

65 0.47418 

92 0.27182 

91 0.60591 

98 0.48154 

    

 


