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Nakano et al., Chem. Phys. Lett. 318 (2000) 684. & Nakano et al., Chem. Phys. Lett. 351 (2002) 475.
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E(MP2.5) = E(MP2) + 0.5 Ecorr(MP3)

Chem.Phys.Chem. 10 (2009) 282

E(MP2.5/large basis) ԇ E(MP2/large basis) 

+ DE(MP2.5-MP2/small basis)

CCSD(T)

MP2.5 ṇ

MP3 ṡצּ Ṣ ḭMP2 ךּ צּ אל



1
- 386.7
- 25.9

- 412.6 15.3kcal/mol

2
- 376.9
- 29.3

- 406.2 14.0 kcal/mol

3
- 307.7
- 46.8

- 354.5 14.0 kcal/mol

4
- 384.2
- 32.3

- 416.4 12.9 kcal/mol

Ca(II) 2
3

MD100

(-245.0Ü8.3)

(-249.0Ü8.4)

(-213.6.Ü8.0)

(-250.6.Ü7.7)

Eu(III)

B. Drobotet al., Phys. Chem. Chem. Phys. 21 (2019) 21213./ MD FMO / Eu MCP

FX100( ) ︡



צּ ︢

0

5

10

15

20

25

30

35

40

45

50

-760 -740 -720 -700 -680 -660 -640 -620

F
re

q
u

e
n

c
y

Sum of stacking and H-bond energy (kcal/mol)

DNA only

DNA+UO2

ṕIFIE ︡ Ṗ

DNA

A. Rossberget al., Chem. Comm. 55 (2019) 2015./ MD FMO / U MCP 5f DZ

FX100( ) ︡
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