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Stereo diagram of the most stable conformer in 
Figure 3, generated by CONFLEX (MMFF94S) for 
10 SV-2
Stereo diagram of the most stable conformer in 
Figure 7, generated by CONFLEX (MMFF94S) for 
21* SV-3
Stereo diagram of the most stable conformer in 
Figure 8, generated by CONFLEX (MMFF94S) for 
21 SV-4
Superimposed structures of the top 7 stable 
conformers (97.5% total population) generated by 
CONFLEX (MMFF94S) for 10* (2S) show the single 
bonds between the heterotricycle and the menthyl 
ring are freely rotating SV-5
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Stereo diagram of the most stable conformer 
generated by CONFLEX (MMFF94S) for 10
(parallel viewing)
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Stereo diagram of the most stable conformer 
generated by CONFLEX (MMFF94S) for 21* (2S)
(parallel viewing)

H
N

O

HMeAO2C

H

H
H

O
O

O

MeCMeB

L

(2S)

NTFA

(2S)–isomer

HD

NOESY observed 
for 21*

SV–3



Stereo diagram of the most stable conformer 
generated by CONFLEX (MMFF94S) for 21 (2R)
(parallel viewing)
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Superimposed structures of the top 7 stable conformers (97.5% 
total population) generated by CONFLEX (MMFF94S) for 10* (2S) 
show the single bonds between the heterotricycle and the 
menthyl ring are freely rotating

SV–5

methyl ester

isopropyl C–C 
bond indicated by 
yellow line
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