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B3LYP/6-31+G(d,p) Optimized Geometries and Atomic charges in 3-
methoxycarbonylindolizine
Method: DFT, functional B3LYP, basis set 6-311+G(d,p), gas phase

Mulliken atomic charges at carbon atoms:

-0.299480

0.081392 -0.287844

0-0.135060
07-0.312412

Mulliken charges with hydrogens summed into their linked carbon atoms:

0.041733 -0.502033

0.269158 0174597

-0.135060

-0.312412

B3LYP/6-31+G(d,p) Optimized Geometries and Atomic charges in Methyl indolizine-2-
carboxylate
Method: DFT, functional B3LYP, basis set 6-311+G(d,p), gas phase

Mulliken atomic charges at carbon atoms:

. -0.17592
1.137551 10432636 0.175928

07
- 20.260123
092437

-0.373763
- 0
0.154710 0365345 -0.297869

Mulliken charges with hydrogens summed into their linked carbon atoms:

A -0.17592
1.002825 0987840 0.175928

: 0.197873
-0.058487 /

-0.236350

-0.251672 0
0.278831 0.2516 -0.297869
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ORTEP drawing of 2t (CCDC 1049376)
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