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Supporting Information: Infrared spectroscopy from electrostatic embed-
ding QM/MM: local normal mode analysis of blue-light-induced infrared
spectra of arabidopsis thaliana plant cryptochrome’
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1 Theoretical Infrared spectrum of FAD embedded in cryptochrome
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Fig. 1 Full range IR theoretical spectrum of FAD embedded in cryptochrome protein decomposed in fragments.
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2 Theoretical Infrared spectrum of FAD'~ embedded in cryptochrome

T T T T T T T T T T T T T

- Full . - Isoalloxazine 1

- Ribitil 1 - Diphosphate 1

90 ——————+—— 900

IR intensity
IR intensity

0 __..LAALLQ R W - 0 i M T i 1|
0 2000 4000 0 2000 4000
Frequency (cm™?) Frequency (cm™?)

Fig. 2 Full range IR theoretical spectrum of FAD'~ embedded in cryptochrome protein decomposed in fragments.
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3 Theoretical Infrared spectrum of FADH" embedded in cryptochrome
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Fig. 3 Full range IR theoretical spectrum of FADH" embedded in cryptochrome protein decomposed in fragments.
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4 Theoretical Infrared spectrum of FADH™ embedded in cryptochrome

Full

__AHL-MALL L ! M s
1200 T T T T T T
- - Ribose .
s
)] = h
C
Q
[ L -
c
a4 . l
]

O_J_HLJAJ..M_‘_‘QLL

2000 4000
Frequency (cm™)

1200

IR intensity

T T T

. Isoalloxazine

T T T T

| Diphosphate

T T T T T T T

Adenine

JllAll

0 2000

Frequency (cm™)

Fig. 4 Full range IR theoretical spectrum of FADH™ embedded in cryptochrome protein decomposed in fragments.

4|

Journal Name, [year], [vol.],

1

4000



	Theoretical Infrared spectrum of FAD embedded in cryptochrome
	Theoretical Infrared spectrum of FAD.- embedded in cryptochrome
	Theoretical Infrared spectrum of FADH. embedded in cryptochrome
	Theoretical Infrared spectrum of FADH- embedded in cryptochrome

