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Supplementary  material
Table 4: Calculated PM3 and MNDO heats of formation (kcal mol-1) of 1-4
Conformation
1
2
3
4i
4ii

PM3

0000(AAAA 
-15.1
-78.6
-52.7
-144.3
-142.2

0001(AAAA 
-14.5
-80.3
-52.2
-142.7
-141.6

0001(AAAB  
-12.9
-77.5
-49.5
-141.3
-140.3

0001(ABAA  
-10.0
-76.1
-48.5
-140.2
-139.9

0011(AAAA
-12.9
-78.3
-50.1
-140.0
-137.3

0101(AAAA
-13.8
-80.9
-51.8
-144.4
-144.9

MNDO

0000(AAAA
-25.3
27.5
-32.4
-56.2
-56.2

0001(AAAA 
-27.4
23.8
-34.9
-57.8
-57.8

0001(AAAB  
-21.5
30.1
-28.2
-49.9
-49.9

0001(ABAA  
-19.1
33.3
-27.1
-52.4
-52.3

0011(AAAA
-24.9
25.8
-31.6
-55.5
-55.6

0101(AAAA
-28.2
22.4
-35.9
-58.4
-58.4

i and ii refer to different orientation of the t-butyl groups

