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Theoretical Analysis of Michael Reaction Forming Chroman Skeleton Compunds

- in silico screening for synthesis routes with CASS technology-
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Scheme 1. Plausible routes producing the target using Michael reaction.
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Figure 1. Energy correlation diagram (kcal mol™) of the Michael reaction

=1

At FHOTEARRT OFGR. 4 %2 W7z Michael RIS HLEREETH O, HILEY 1 3 EKRATHETH S
RIS K B BTl

DFT
ETRENT,
FRRIT, AR —)VIABIRGEE T T FERY 1 &2 76.4% OUER TR 2 LWV TE, HGh
MR E—BLZDOEMENRENT,

e, RISTRVF—, BRIRERIG, N OPBEOYVIANGED 5558 5 C LI X D, Michael (G4
DIJEHERZH D T 2 LPRIC, BUlERRE N CRIPEVIAE R D X 1 = X LB E e,

1.765

1.753 ‘=,

\ .186::0:
£1.461

N
oS s

TS32.23
TS23-1

I .*-

Figure 2. 3D structures related to Figure 1. Lengths in the Figure are in A units.
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