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Basis conventional FMO conventional FMO

6-31G** -469.6157087 -469.6158213 -1110.1383900 -1110.1387976

(0.0001126) (0.0004076)

MCPd -81.4708921 -81.4713045 -208.8069650 -208.8071005

(0.0004123) (0.0001355)
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