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[Hohenberg & Kohn, Phys. Rev. B, 136, 864, 1964.]
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[Perdew et al., J. Chem. Phys. 123, 
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[Iikura, Tsuneda, Yanai and Hirao, J. Chem. Phys. 115, 3540, 2001.]
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[Itatani et al., Nature 432, 867, 2004]:
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Diels-Alder : C2H4 + C4H6 → C6H10

[Tsuneda & Singh, J. Comput. Chem. 35, 1093, 2014.]
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[Tsuneda et al.,  Phys. Chem. Chem.  Phys. 20, 
14211, 2018.]

C2H4 + C4H6 → C6H10 Diels-Alder
.

↔

C4H6 C2H4 :C4

24% 2



DFT

1.
2.
3.

→

DFT

1.
2.
3.

→

DFT

[Tsuneda, The Chemical Record, in press.]
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[Rupp, von Lilienfeld & Burke, J.  Phys. Chem. 148, 241743, 2018.]
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