Table S6) Ultra-fast radiationless deactivation of the anionic chromophores

	Run
	(S1) [ps]
	initial conformation
	final conformation

	A
	0.363
	trans
	trans

	B
	0.483
	trans
	trans

	C
	1.190
	trans
	trans

	D
	0.461
	trans
	trans

	E
	0.508
	trans
	trans

	F
	3.141
	cis
	cis

	G
	1.997
	cis
	cis

	H
	0.731
	cis
	cis

	I
	2.811
	cis
	cis

	J
	3.451
	cis
	cis

	K
	0.581
	trans
	trans

	L
	0.565
	trans
	trans

	M
	0.493
	trans
	trans

	N
	0.837
	trans
	trans

	O
	0.300
	trans
	trans

	P
	3.743
	cis
	cis

	Q
	4.900
	cis
	cis

	R
	1.176
	cis
	cis

	S
	2.965
	cis
	cis

	T
	1.750
	cis
	cis


Table S6. Excited state lifetimes and conformations from the MD simulations of the anionic chromophores Atrans and Acis. In runs A-J, His197 was modelled as cationic, whereas in runs K-T, His197 was modelled as neutral (singly protonated at N).
