[bookmark: _GoBack]Table S1. Optimized bond lengths and selected bond angles of DPA in different media.
	Bond Lengths
	Vacuum (Ɛ=1.00)
	PhMe (Ɛ=2.37)
	EtOH
(Ɛ=24.85)
	MeOH (Ɛ=32.61)
	DMSO (Ɛ=46.83)
	Water (Ɛ=78.36)
	Exp.*

	1N-2H
	1.010
	1.017
	1.023
	1.024
	1.023
	1.024
	0.827

	1N-4C
	1.395
	1.393
	1.391
	1.391
	1.391
	1.391
	1.380

	1N-14C
	1.385
	1.386
	1.388
	1.388
	1.388
	1.387
	1.384

	3N-4C
	1.342
	1.345
	1.347
	1.347
	1.347
	1.347
	1.335

	3N-11C
	1.333
	1.335
	1.337
	1.337
	1.337
	1.337
	1.335

	4C-5C
	1.405
	1.406
	1.407
	1.407
	1.407
	1.407
	1.398

	5C-6H
	1.078
	1.078
	1.079
	1.079
	1.079
	1.079
	0.930

	5C-7C
	1.388
	1.389
	1.389
	1.389
	1.389
	1.389
	1.373

	7C-8H
	1.085
	1.086
	1.088
	1.088
	1.088
	1.088
	0.930

	7C-9C
	1.394
	1.395
	1.395
	1.396
	1.396
	1.396
	1.372

	9C-10H
	1.083
	1.084
	1.086
	1.086
	1.086
	1.086
	0.93

	9C-11C
	1.391
	1.391
	1.391
	1.391
	1.391
	1.391
	1.367

	11C-12H
	1.087
	1.088
	1.089
	1.089
	1.089
	1.090
	0.930

	13N-14C
	1.335
	1.336
	1.337
	1.337
	1.337
	1.337
	1.326

	13N-21C
	1.340
	1.343
	1.345
	1.345
	1.345
	1.345
	1.353

	14C-15C
	1.414
	1.414
	1.414
	1.414
	1.414
	1.414
	1.397

	15C-16H
	1.084
	1.086
	1.087
	1.087
	1.088
	1.088
	0.929

	15C-17C
	1.381
	1.381
	1.381
	1.381
	1.382
	1.382
	1.367

	17C-18H
	1.084
	1.086
	1.088
	1.088
	1.088
	1.088
	0.930

	17C-19C
	1.400
	1.401
	1.402
	1.402
	1.402
	1.402
	1.367

	19C-20H
	1.082
	1.084
	1.086
	1.086
	1.086
	1.086
	0.930

	19C-21C
	1.386
	1.386
	1.386
	1.386
	1.386
	1.386
	1.363

	21C-22H
	1.087
	1.088
	1.089
	1.089
	1.089
	1.090
	0.827

	Bond Angles

	2H-1N-4C
	111.16
	111.79
	112.30
	112.31
	112.28
	112.35
	117.06

	2H-1N-14C
	116.33
	115.85
	115.38
	115.33
	115.42
	115.26
	111.98

	4C-1N-14C
	132.51
	132.37
	132.32
	132.35
	132.30
	132.39
	130.95

	5C-7C-9C
	120.19
	120.17
	120.15
	120.15
	120.15
	120.16
	120.09

	15C-17C-19C
	119.43
	119.42
	119.41
	119.41
	119.41
	119.42
	120.03

	3N-11C-12H
	115.70
	115.74
	115.77
	115.78
	115.79
	115.78
	117.97

	13N-21C-22H
	115.40
	115.44
	115.49
	115.49
	115.50
	115.50
	117.38

	4C-5C-6H
	119.90
	119.95
	119.99
	120.01
	119.96
	120.04
	120.97

	14C-15C-16H
	120.35
	120.19
	120.04
	120.04
	120.06
	120.03
	120.68

	1N-14C-13N
	119.82
	120.03
	120.23
	120.24
	120.22
	120.25
	119.39

	1N-4C-5C
	125.08
	125.09
	125.12
	125.13
	125.11
	125.16
	123.99

	1N-14C-15C
	117.94
	117.70
	117.46
	117.44
	117.47
	117.43
	117.98

	17C-19C-20H
	121.68
	121.68
	121.68
	121.68
	121.68
	121.67
	121.38


*Data were taken from Ref [22]
