	[Fe(bbp)(NCS)2].bipy 30K 

	
	


Table 1  Crystal data and structure refinement for [Fe(bbp)(NCS)2].bipy 30K

	Identification code
	[Fe(bbp)(NCS)2].bipy 30K

	Empirical formula
	C23H17N9Se2Fe

	Formula weight
	633.23

	Temperature
	30(2)

	Crystal system
	Triclinic

	Space group
	P -1

	a/Å, b/Å, c/Å
	8.6713(15),
11.909(2),
12.713(2)

	α/°, β/°, γ/°, 
	82.397(3),
79.668(3),
70.100(3)

	Volume/Å3
	1210.9(4)

	Z
	2

	ρcalcmg/mm3
	1.737

	m/mm‑1
	3.660

	F(000)
	624

	Crystal size
	0.19 × 0.18 × 0.11

	Theta range for data collection
	1.82 to 27.04°

	Index ranges
	-11 ≤ h ≤ 10, -15 ≤ k ≤ 14, -15 ≤ l ≤ 13

	Reflections collected
	6895

	Independent reflections
	4668[R(int) = 0.0247]

	Data/restrains/parameters
	4668/0/316

	Goodness-of-fit on F2
	1.027

	Final R indexes [I>2σ (I)]
	R1 = 0.0376, wR2 = 0.0867

	Final R indexes [all data]
	R1 = 0.0532, wR2 = 0.0934

	Largest diff. peak/hole
	0.783/-0.534


 

Table 2 Atomic Coordinates (Å×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for [Fe(bbp)(NCS)2].bipy 30K. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Se1
	1722.4(5)
	8057.2(4)
	1167.5(3)
	22.91(12)

	Se2
	5860.6(5)
	6082.6(3)
	-3724.1(3)
	16.41(12)

	Fe1
	1450.2(6)
	9826.3(4)
	-2589(4)
	12.17(13)

	C1
	4669(5)
	11997(3)
	-2598(3)
	12.7(8)

	C10
	-2581(5)
	9991(3)
	-4217(3)
	13.2(8)

	N4
	2948(4)
	10998(3)
	-2666(2)
	12.4(6)

	C9
	-1422(4)
	10346(3)
	-3834(3)
	11.6(8)

	C3
	2428(5)
	12068(3)
	-3222(3)
	12.3(8)

	N1
	-1061(4)
	8534(3)
	-3231(2)
	11.9(6)

	N2
	-497(4)
	9453(3)
	-3223(2)
	12.6(7)

	C14
	1824(4)
	4241(3)
	-885(3)
	11.6(7)

	N6
	3367(4)
	8437(3)
	-3313(2)
	14.5(7)

	N7
	1435(4)
	9100(3)
	-1044(3)
	15.9(7)

	N5
	4318(4)
	10978(3)
	-2303(2)
	13.2(7)

	N9
	3980(4)
	1087(3)
	1116(2)
	13.9(7)

	C11
	-2309(5)
	8820(3)
	-3805(3)
	13.8(8)

	C5
	162(4)
	13372(3)
	-4289(3)
	13.3(8)

	C2
	3477(4)
	12729(3)
	-3200(3)
	14(8)

	N8
	457(4)
	6303(3)
	-2203(2)
	15.8(7)

	N3
	346(4)
	11385(3)
	-3583(2)
	11.3(6)

	C16
	1792(5)
	6172(3)
	-1747(3)
	18.8(9)

	C22
	1547(5)
	8692(3)
	-185(3)
	17(8)

	C17
	4346(5)
	2095(3)
	1117(3)
	18.5(8)

	C19
	2555(4)
	3162(3)
	-187(3)
	13.1(8)

	C4
	934(4)
	12314(3)
	-3717(3)
	12.4(8)

	C20
	2159(5)
	2113(3)
	-172(3)
	14.1(8)

	C8
	-1001(4)
	11461(3)
	-4016(3)
	11.6(8)

	C12
	-203(5)
	5408(3)
	-2004(3)
	15.2(8)

	C23
	4345(5)
	7526(3)
	-3483(3)
	14.2(8)

	C7
	-1834(5)
	12500(3)
	-4585(3)
	12.8(8)

	C6
	-1237(5)
	13458(3)
	-4723(3)
	14.3(8)

	C15
	2524(5)
	5163(3)
	-1104(3)
	17.3(8)

	C13
	443(5)
	4384(3)
	-1367(3)
	13.4(8)

	C18
	3669(5)
	3125(3)
	497(3)
	16.6(8)

	C21
	2892(5)
	1120(3)
	476(3)
	14.6(8)


Table 3 Anisotropic Displacement Parameters (Å2×103) for [Fe(bbp)(NCS)2].bipy 30K. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Se1
	28.8(2)
	31.1(2)
	16.8(2)
	9.55(18)
	-10.1(17)
	-20.7(2)

	Se2
	16.4(2)
	11.6(2)
	18.9(2)
	-0.45(15)
	-2.48(15)
	-1.88(16)

	Fe1
	13.6(3)
	9.7(3)
	13.4(3)
	3.1(2)
	-4.3(2)
	-4.2(2)

	C1
	13.3(19)
	9.6(18)
	15.8(19)
	-3.9(15)
	-0.3(15)
	-4.2(15)

	C10
	12(18)
	14.9(19)
	11.4(18)
	-0.1(15)
	1.3(14)
	-4.4(16)

	N4
	12.1(15)
	10(15)
	14(16)
	-0.5(13)
	-1.1(12)
	-2.8(13)

	C9
	9.8(18)
	10(18)
	12.2(18)
	-0.1(14)
	0.6(14)
	-0.9(15)

	C3
	15.2(19)
	10.2(18)
	9(17)
	-1.2(14)
	-0.2(14)
	-1.8(15)

	N1
	12.5(16)
	8.1(15)
	15.5(16)
	2(12)
	-2.6(13)
	-4.9(13)

	N2
	13.8(16)
	8.9(15)
	15.1(16)
	1.4(13)
	-0.1(12)
	-5.3(13)

	C14
	13(18)
	9.5(17)
	10.6(18)
	-3.4(14)
	0(14)
	-1.4(15)

	N6
	15.7(17)
	13.2(16)
	16.9(16)
	3.7(13)
	-6(13)
	-7.7(14)

	N7
	16.9(17)
	15(16)
	15.2(17)
	-2.1(14)
	-1.9(13)
	-4.2(14)

	N5
	9.9(15)
	12.9(16)
	16.3(16)
	1.4(13)
	-6.4(13)
	-1.6(13)

	N9
	13.7(16)
	13.8(16)
	13.7(16)
	-3.2(13)
	-2.3(13)
	-3(13)

	C11
	13.4(19)
	14.4(19)
	13.6(18)
	-2.8(15)
	0.2(15)
	-5(16)

	C5
	14.8(19)
	10.7(18)
	13.2(18)
	-1.5(15)
	1.2(15)
	-3.9(16)

	C2
	13.9(19)
	12.9(19)
	13.4(19)
	0.2(15)
	-1.5(15)
	-2.7(16)

	N8
	19.6(17)
	8.3(15)
	16.9(16)
	0.7(13)
	0.3(14)
	-3.1(14)

	N3
	13.6(15)
	8(15)
	11.8(15)
	0.3(12)
	-2.5(12)
	-3.1(13)

	C16
	19(2)
	17(2)
	20(2)
	3.6(17)
	0.4(17)
	-9.6(17)

	C22
	18(2)
	16(2)
	21(2)
	-0.1(17)
	-4.5(16)
	-10.7(17)

	C17
	19(2)
	22(2)
	16(2)
	-1.8(17)
	-7.4(16)
	-5.4(17)

	C19
	11.3(18)
	11.4(18)
	13.6(18)
	-3.3(15)
	1.8(15)
	-0.8(15)

	C4
	14.1(19)
	12.1(18)
	9.9(17)
	-4.2(15)
	2.1(14)
	-3.3(16)

	C20
	16.5(19)
	15.3(19)
	14.6(19)
	3.4(15)
	-8.2(15)
	-9.1(16)

	C8
	13(18)
	10.9(18)
	9.1(17)
	-3.2(14)
	1.4(14)
	-2.1(15)

	C12
	12.1(19)
	19(2)
	15(19)
	-1.9(16)
	-3.9(15)
	-4.8(16)

	C23
	15(2)
	20(2)
	10.2(18)
	2.4(16)
	-3.8(15)
	-9.8(18)

	C7
	12.8(18)
	14.1(19)
	11.6(18)
	-0.2(15)
	-3.9(14)
	-3.5(16)

	C6
	15.5(19)
	10(18)
	14.5(19)
	-1.4(15)
	-0.6(15)
	-0.8(16)

	C15
	18(2)
	17(2)
	19(2)
	2(16)
	-6.5(16)
	-8(17)

	C13
	14.9(19)
	8.8(18)
	14.2(18)
	-1.3(15)
	0.1(15)
	-1.7(15)

	C18
	17(2)
	11(18)
	23(2)
	1.1(16)
	-4.5(16)
	-6.4(16)

	C21
	17.1(19)
	13.1(19)
	15.4(19)
	2.1(15)
	-3.6(15)
	-7.5(16)


Table 4 Bond Lengths for [Fe(bbp)(NCS)2].bipy 30K.

	Atom
	Atom
	Length/Å
	Atom
	Atom
	Length/Å

	Se1
	C22
	1.795(4)
	C14
	C15
	1.402(5)

	Se2
	C23
	1.798(4)
	C14
	C19
	1.479(5)

	Fe1
	N7
	2.038(3)
	N6
	C23
	1.146(5)

	Fe1
	N6
	2.080(3)
	N7
	C22
	1.143(5)

	Fe1
	N3
	2.136(3)
	N9
	C21
	1.339(5)

	Fe1
	N2
	2.189(3)
	N9
	C17
	1.343(5)

	Fe1
	N4
	2.190(3)
	C5
	C4
	1.387(5)

	C1
	N5
	1.340(4)
	C5
	C6
	1.388(5)

	C1
	C2
	1.381(5)
	N8
	C16
	1.339(5)

	C10
	C11
	1.380(5)
	N8
	C12
	1.349(5)

	C10
	C9
	1.394(5)
	N3
	C4
	1.348(4)

	N4
	N5
	1.341(4)
	N3
	C8
	1.350(5)

	N4
	C3
	1.346(4)
	C16
	C15
	1.386(5)

	C9
	N2
	1.342(5)
	C17
	C18
	1.374(5)

	C9
	C8
	1.473(5)
	C19
	C18
	1.398(5)

	C3
	C2
	1.396(5)
	C19
	C20
	1.401(5)

	C3
	C4
	1.465(5)
	C20
	C21
	1.378(5)

	N1
	C11
	1.335(5)
	C8
	C7
	1.385(5)

	N1
	N2
	1.344(4)
	C12
	C13
	1.376(5)

	C14
	C13
	1.391(5)
	C7
	C6
	1.385(5)


Table 5 Bond Angles for [Fe(bbp)(NCS)2].bipy 30K.

	Atom
	Atom
	Atom
	Angle/˚
	Atom
	Atom
	Atom
	Angle/˚

	N7
	Fe1
	N6
	98.36(12)
	C1
	N5
	N4
	111.8(3)

	N7
	Fe1
	N3
	143.72(12)
	C21
	N9
	C17
	116.8(3)

	N6
	Fe1
	N3
	117.87(11)
	N1
	C11
	C10
	107.2(3)

	N7
	Fe1
	N2
	106.85(12)
	C4
	C5
	C6
	118.6(3)

	N6
	Fe1
	N2
	94.54(12)
	C1
	C2
	C3
	104.7(3)

	N3
	Fe1
	N2
	74.04(11)
	C16
	N8
	C12
	117.4(3)

	N7
	Fe1
	N4
	102.60(12)
	C4
	N3
	C8
	120.5(3)

	N6
	Fe1
	N4
	94.98(11)
	C4
	N3
	Fe1
	119.8(2)

	N3
	Fe1
	N4
	73.84(11)
	C8
	N3
	Fe1
	119.6(2)

	N2
	Fe1
	N4
	147.30(11)
	N8
	C16
	C15
	123.2(4)

	N5
	C1
	C2
	107.4(3)
	N7
	C22
	Se1
	179.8(4)

	C11
	C10
	C9
	104.6(3)
	N9
	C17
	C18
	123.1(4)

	N5
	N4
	C3
	105.5(3)
	C18
	C19
	C20
	116.1(3)

	N5
	N4
	Fe1
	138.2(2)
	C18
	C19
	C14
	122.4(3)

	C3
	N4
	Fe1
	116.3(2)
	C20
	C19
	C14
	121.5(3)

	N2
	C9
	C10
	111.0(3)
	N3
	C4
	C5
	121.0(3)

	N2
	C9
	C8
	116.5(3)
	N3
	C4
	C3
	113.3(3)

	C10
	C9
	C8
	132.4(3)
	C5
	C4
	C3
	125.6(3)

	N4
	C3
	C2
	110.5(3)
	C21
	C20
	C19
	119.6(4)

	N4
	C3
	C4
	116.4(3)
	N3
	C8
	C7
	121.0(3)

	C2
	C3
	C4
	133.0(3)
	N3
	C8
	C9
	113.2(3)

	C11
	N1
	N2
	112.3(3)
	C7
	C8
	C9
	125.8(3)

	C9
	N2
	N1
	104.8(3)
	N8
	C12
	C13
	122.8(4)

	C9
	N2
	Fe1
	116.3(2)
	N6
	C23
	Se2
	178.8(3)

	N1
	N2
	Fe1
	138.8(2)
	C8
	C7
	C6
	118.7(4)

	C13
	C14
	C15
	117.0(3)
	C7
	C6
	C5
	120.2(4)

	C13
	C14
	C19
	122.2(3)
	C16
	C15
	C14
	119.4(4)

	C15
	C14
	C19
	120.8(3)
	C12
	C13
	C14
	120.2(3)

	C23
	N6
	Fe1
	163.6(3)
	C17
	C18
	C19
	120.5(4)

	C22
	N7
	Fe1
	174.8(3)
	N9
	C21
	C20
	123.9(4)


Table 8 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for [Fe(bbp)(NCS)2].bipy 30K. 

	Atom
	x
	y
	z
	U(eq)

	H1
	5571
	12183
	-2424
	19

	H10
	-3380
	10453
	-4662
	20

	H1B
	-655
	7825
	-2897
	14

	H5
	4915
	10369
	-1919
	16

	H11
	-2899
	8311
	-3909
	21

	H5B
	581
	14025
	-4382
	20

	H2
	3390
	13508
	-3527
	21

	H16
	2260
	6800
	-1870
	28

	H17
	5108
	2097
	1568
	28

	H20
	1389
	2086
	-606
	21

	H12
	-1155
	5489
	-2317
	23

	H7
	-2795
	12554
	-4876
	19

	H6
	-1786
	14176
	-5116
	22

	H15
	3491
	5097
	-815
	26

	H13
	-57
	3773
	-1255
	20

	H18
	3961
	3817
	534
	25

	H21
	2609
	418
	469
	22


[Chemical Communications Format] 

