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Molecular Size
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Accurate calculations of --- Applied to ---

light absorption solar energy conversion
light emission light emitting devices
spin polarizability molecular magnets
multiple-bond breaking metalloenzyme

complicated transition state oxidization
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o VQE.ADAPT-VQEEEENRT, 2 qubit 5—MEH LU T T BRIV DR TED

. E% %: /LTJEEE_I_% 0) 7«-: &) 0) QE"& % 0) 2% ﬁ%: 7 Z I\ b‘\j( a; L \ Adaptively construct ansatz to calculate the ground state and its energy using QSCI

[Inmalile |t0) (e.g.|tho) = [¢us)) . Define operator pool P = { XY, XX XY, XXVX. XY XX,V XXX} ]

o qubit# N [T LT, O(N8)DIX b I
—=/\Z V=7 IEEL: O(N4) x operator poolt 1 X: O(N4)

O 10)- o
=W g
|0y
Select 7, electron configurations that appear most frequently
Obtain 7. Ej by diagonalizing Hamiltonian truncated in the
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