LSH-R474A 
	Table 1 Crystal data and structure refinement for LSH-R474A. 

	Identification code 
	[bookmark: _GoBack]LSH-R474A 

	Empirical formula 
	C18H17BrN5O3Re 

	Formula weight 
	617.47 

	Temperature/K 
	150 

	Crystal system 
	triclinic 

	Space group 
	P-1 

	a/Å 
	8.1070(3) 

	b/Å 
	9.9680(3) 

	c/Å 
	12.8159(4) 

	α/° 
	105.330(3) 

	β/° 
	101.878(3) 

	γ/° 
	94.429(3) 

	Volume/Å3 
	967.87(6) 

	Z 
	2 

	ρcalcg/cm3 
	2.119 

	μ/mm‑1 
	10.252 

	F(000) 
	588.0 

	Crystal size/mm3 
	0.15 × 0.13 × 0.12 

	Radiation 
	GaKα (λ = 1.34143) 

	2Θ range for data collection/° 
	6.402 to 124.97 

	Index ranges 
	-10 ≤ h ≤ 3, -13 ≤ k ≤ 13, -16 ≤ l ≤ 16 

	Reflections collected 
	10723 

	Independent reflections 
	4524 [Rint = 0.0160, Rsigma = 0.0122] 

	Data/restraints/parameters 
	4524/0/321 

	Goodness-of-fit on F2 
	1.105 

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0224, wR2 = 0.0603 

	Final R indexes [all data] 
	R1 = 0.0225, wR2 = 0.0604 

	Largest diff. peak/hole / e Å-3 
	0.81/-1.31 




 
	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for LSH-R474A. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Re1
	7300.2(2)
	4508.2(2)
	3024.1(2)
	16.52(5)

	Br1
	7478.1(4)
	4728.5(3)
	1046.9(2)
	20.71(7)

	O1
	10617(3)
	3213(3)
	3055(2)
	33.3(5)

	O2
	7067(4)
	4226(3)
	5309(2)
	41.0(7)

	O3
	9459(3)
	7379(3)
	4224(2)
	36.3(6)

	N1
	5308(3)
	2667(2)
	2104(2)
	17.7(4)

	N2
	2747(3)
	577(3)
	621(2)
	21.5(5)

	N3
	3605(3)
	4382(2)
	1965(2)
	17.3(4)

	N4
	4958(3)
	5299(2)
	2665(2)
	17.7(4)

	N5
	4555(3)
	6557(3)
	2912(2)
	18.3(4)

	C1
	5527(4)
	1259(3)
	1897(2)
	19.7(5)

	C2
	6990(4)
	826(3)
	2444(3)
	27.0(6)

	C3
	7144(5)
	-586(3)
	2204(3)
	30.3(7)

	C4
	5888(5)
	-1598(3)
	1405(3)
	28.5(7)

	C5
	4443(5)
	-1206(3)
	879(3)
	25.4(6)

	C6
	4222(4)
	232(3)
	1138(2)
	20.7(5)

	C7
	2503(4)
	1903(3)
	858(2)
	19.9(5)

	C8
	3815(4)
	2951(3)
	1637(2)
	17.8(5)

	C9
	868(4)
	2204(3)
	235(3)
	27.2(6)

	C10
	2277(4)
	5129(3)
	1774(3)
	19.4(5)

	C11
	2899(4)
	6488(3)
	2380(2)
	18.0(5)

	C12
	2023(4)
	7773(3)
	2486(3)
	21.0(5)

	C13
	3007(4)
	9023(3)
	3440(3)
	24.2(6)

	C14
	2231(4)
	10377(3)
	3504(3)
	26.2(6)

	C15
	3434(5)
	11634(4)
	4315(3)
	32.9(7)

	C16
	9372(4)
	3686(3)
	3081(3)
	23.0(6)

	C17
	7131(4)
	4318(3)
	4453(3)
	24.8(6)

	C18
	8670(4)
	6307(3)
	3766(3)
	23.3(6)


 
	Table 3 Anisotropic Displacement Parameters (Å2×103) for LSH-R474A. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+2hka*b*U12+…].

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Re1
	15.13(8)
	13.90(7)
	19.08(7)
	3.63(5)
	2.41(5)
	1.63(5)

	Br1
	22.25(16)
	18.70(14)
	21.69(14)
	5.62(11)
	6.11(11)
	4.01(11)

	O1
	22.2(12)
	31.0(12)
	48.4(15)
	13.9(11)
	7(1)
	9.1(9)

	O2
	47.1(17)
	48.3(16)
	24.6(12)
	11.8(11)
	6.7(11)
	-11.2(13)

	O3
	34.2(14)
	23.7(12)
	42.9(14)
	-2.4(10)
	11.0(11)
	-7.7(10)

	N1
	17.6(11)
	14.6(10)
	20.2(11)
	4.5(8)
	3.7(9)
	1.2(8)

	N2
	23.0(13)
	17.3(11)
	22.4(12)
	2.2(9)
	7.4(10)
	-0.3(9)

	N3
	12.3(11)
	14.5(10)
	22.9(11)
	3.5(9)
	2.0(9)
	0.9(8)

	N4
	15.6(11)
	13.9(10)
	21.5(11)
	2.8(9)
	2.5(9)
	2.7(8)

	N5
	17.5(12)
	16.2(11)
	21.8(11)
	4.9(9)
	5.9(9)
	4.4(8)

	C1
	21.5(14)
	15.2(12)
	23.8(13)
	6.1(10)
	7.9(11)
	2.6(10)

	C2
	24.9(16)
	16.1(13)
	40.6(18)
	9.5(12)
	6.9(13)
	4.0(11)

	C3
	29.7(17)
	19.9(14)
	48(2)
	14.5(14)
	14.9(15)
	10.0(12)

	C4
	34.5(18)
	17.3(13)
	40.3(18)
	9.3(13)
	21.1(15)
	6.7(12)

	C5
	35.5(17)
	14.0(12)
	28.2(15)
	3.0(11)
	15.9(13)
	0.9(11)

	C6
	24.6(15)
	15.8(12)
	22.2(13)
	3.9(10)
	9.2(11)
	1(1)

	C7
	19.9(14)
	17.3(12)
	21.4(13)
	4(1)
	5.3(11)
	-1.1(10)

	C8
	18.7(13)
	14.7(12)
	20.4(12)
	4.6(10)
	6(1)
	2.8(10)

	C9
	21.7(15)
	22.0(14)
	30.1(16)
	2.9(12)
	-3.9(12)
	-0.1(11)

	C10
	15.0(13)
	18.9(12)
	24.7(13)
	7.3(11)
	3.9(11)
	2.8(10)

	C11
	17.5(13)
	17.7(12)
	19.9(12)
	5.4(10)
	6.3(10)
	3.7(10)

	C12
	19.5(14)
	17.4(13)
	27.5(14)
	6.9(11)
	6.9(11)
	5.9(10)

	C13
	25.1(16)
	20.2(14)
	25.5(15)
	3.2(11)
	3.8(12)
	10.4(11)

	C14
	28.1(17)
	21.1(14)
	26.9(15)
	2.8(12)
	3.1(12)
	11.8(12)

	C15
	36.0(19)
	22.6(15)
	32.3(17)
	-0.9(13)
	0.3(14)
	10.6(13)

	C16
	22.9(15)
	18.2(13)
	26.8(14)
	6.5(11)
	3.5(11)
	2.4(11)

	C17
	23.1(15)
	21.0(13)
	23.8(14)
	2.1(11)
	-0.8(11)
	-3.3(11)

	C18
	20.7(14)
	20.1(13)
	26.9(14)
	3.5(11)
	5.5(11)
	1.0(11)


 
	Table 4 Bond Lengths for LSH-R474A.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Re1
	Br1
	2.6324(3)
	 
	N4
	N5
	1.294(3)

	Re1
	N1
	2.231(2)
	 
	N5
	C11
	1.363(4)

	Re1
	N4
	2.122(2)
	 
	C1
	C2
	1.408(4)

	Re1
	C16
	1.921(3)
	 
	C1
	C6
	1.412(4)

	Re1
	C17
	1.921(3)
	 
	C2
	C3
	1.380(4)

	Re1
	C18
	1.926(3)
	 
	C3
	C4
	1.403(5)

	O1
	C16
	1.149(4)
	 
	C4
	C5
	1.365(5)

	O2
	C17
	1.136(4)
	 
	C5
	C6
	1.418(4)

	O3
	C18
	1.142(4)
	 
	C7
	C8
	1.435(4)

	N1
	C1
	1.390(3)
	 
	C7
	C9
	1.496(4)

	N1
	C8
	1.322(4)
	 
	C10
	C11
	1.368(4)

	N2
	C6
	1.358(4)
	 
	C11
	C12
	1.501(4)

	N2
	C7
	1.316(4)
	 
	C12
	C13
	1.524(4)

	N3
	N4
	1.361(3)
	 
	C13
	C14
	1.523(4)

	N3
	C8
	1.411(3)
	 
	C14
	C15
	1.519(5)

	N3
	C10
	1.373(4)
	 
	 
	 
	 


 
	Table 5 Bond Angles for LSH-R474A.

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

	N1
	Re1
	Br1
	85.80(6)
	 
	N1
	C1
	C2
	121.9(3)

	N4
	Re1
	Br1
	83.15(7)
	 
	N1
	C1
	C6
	119.0(3)

	N4
	Re1
	N1
	72.81(9)
	 
	C2
	C1
	C6
	119.1(3)

	C16
	Re1
	Br1
	87.98(9)
	 
	C3
	C2
	C1
	119.4(3)

	C16
	Re1
	N1
	102.76(11)
	 
	C2
	C3
	C4
	121.3(3)

	C16
	Re1
	N4
	170.33(11)
	 
	C5
	C4
	C3
	120.2(3)

	C16
	Re1
	C17
	92.43(14)
	 
	C4
	C5
	C6
	119.7(3)

	C16
	Re1
	C18
	87.99(13)
	 
	N2
	C6
	C1
	122.0(3)

	C17
	Re1
	Br1
	178.82(9)
	 
	N2
	C6
	C5
	117.9(3)

	C17
	Re1
	N1
	93.04(11)
	 
	C1
	C6
	C5
	120.0(3)

	C17
	Re1
	N4
	96.36(12)
	 
	N2
	C7
	C8
	119.2(3)

	C17
	Re1
	C18
	88.90(13)
	 
	N2
	C7
	C9
	116.0(3)

	C18
	Re1
	Br1
	92.22(10)
	 
	C8
	C7
	C9
	124.7(3)

	C18
	Re1
	N1
	168.97(11)
	 
	N1
	C8
	N3
	114.5(2)

	C18
	Re1
	N4
	96.19(11)
	 
	N1
	C8
	C7
	123.4(3)

	C1
	N1
	Re1
	126.41(19)
	 
	N3
	C8
	C7
	122.1(3)

	C8
	N1
	Re1
	116.36(18)
	 
	C11
	C10
	N3
	105.2(3)

	C8
	N1
	C1
	117.0(2)
	 
	N5
	C11
	C10
	109.2(2)

	C7
	N2
	C6
	119.1(3)
	 
	N5
	C11
	C12
	121.7(3)

	N4
	N3
	C8
	117.3(2)
	 
	C10
	C11
	C12
	129.1(3)

	N4
	N3
	C10
	107.8(2)
	 
	C11
	C12
	C13
	112.7(3)

	C10
	N3
	C8
	134.8(3)
	 
	C14
	C13
	C12
	113.8(3)

	N3
	N4
	Re1
	117.42(17)
	 
	C15
	C14
	C13
	111.3(3)

	N5
	N4
	Re1
	132.26(19)
	 
	O1
	C16
	Re1
	175.7(3)

	N5
	N4
	N3
	110.0(2)
	 
	O2
	C17
	Re1
	178.4(3)

	N4
	N5
	C11
	107.8(2)
	 
	O3
	C18
	Re1
	178.4(3)


 
	Table 6 Torsion Angles for LSH-R474A.

	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	Re1
	N1
	C1
	C2
	12.8(4)
	 
	C2
	C3
	C4
	C5
	-2.7(5)

	Re1
	N1
	C1
	C6
	-169.0(2)
	 
	C3
	C4
	C5
	C6
	0.4(5)

	Re1
	N1
	C8
	N3
	-11.3(3)
	 
	C4
	C5
	C6
	N2
	-178.1(3)

	Re1
	N1
	C8
	C7
	168.6(2)
	 
	C4
	C5
	C6
	C1
	3.1(4)

	Re1
	N4
	N5
	C11
	174.1(2)
	 
	C6
	N2
	C7
	C8
	1.3(4)

	N1
	C1
	C2
	C3
	-179.8(3)
	 
	C6
	N2
	C7
	C9
	178.6(3)

	N1
	C1
	C6
	N2
	-1.2(4)
	 
	C6
	C1
	C2
	C3
	2.0(5)

	N1
	C1
	C6
	C5
	177.5(3)
	 
	C7
	N2
	C6
	C1
	-2.0(4)

	N2
	C7
	C8
	N1
	3.0(4)
	 
	C7
	N2
	C6
	C5
	179.2(3)

	N2
	C7
	C8
	N3
	-177.1(3)
	 
	C8
	N1
	C1
	C2
	-173.0(3)

	N3
	N4
	N5
	C11
	0.6(3)
	 
	C8
	N1
	C1
	C6
	5.2(4)

	N3
	C10
	C11
	N5
	0.4(3)
	 
	C8
	N3
	N4
	Re1
	7.1(3)

	N3
	C10
	C11
	C12
	179.6(3)
	 
	C8
	N3
	N4
	N5
	-178.3(2)

	N4
	N3
	C8
	N1
	3.1(4)
	 
	C8
	N3
	C10
	C11
	177.3(3)

	N4
	N3
	C8
	C7
	-176.8(3)
	 
	C9
	C7
	C8
	N1
	-174.0(3)

	N4
	N3
	C10
	C11
	-0.1(3)
	 
	C9
	C7
	C8
	N3
	5.8(5)

	N4
	N5
	C11
	C10
	-0.7(3)
	 
	C10
	N3
	N4
	Re1
	-174.95(18)

	N4
	N5
	C11
	C12
	-179.9(3)
	 
	C10
	N3
	N4
	N5
	-0.4(3)

	N5
	C11
	C12
	C13
	-14.2(4)
	 
	C10
	N3
	C8
	N1
	-174.1(3)

	C1
	N1
	C8
	N3
	173.9(2)
	 
	C10
	N3
	C8
	C7
	6.0(5)

	C1
	N1
	C8
	C7
	-6.2(4)
	 
	C10
	C11
	C12
	C13
	166.7(3)

	C1
	C2
	C3
	C4
	1.4(5)
	 
	C11
	C12
	C13
	C14
	174.8(3)

	C2
	C1
	C6
	N2
	177.0(3)
	 
	C12
	C13
	C14
	C15
	-168.8(3)

	C2
	C1
	C6
	C5
	-4.3(4)
	 
	 
	 
	 
	 
	 


 
	Table 7 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for LSH-R474A.

	Atom
	x
	y
	z
	U(eq)

	H2
	7840(50)
	1510(50)
	2960(40)
	29(10)

	H3
	8230(60)
	-880(50)
	2640(40)
	44(13)

	H4
	5980(50)
	-2570(40)
	1240(30)
	26(10)

	H5
	3620(50)
	-1860(40)
	340(30)
	22(9)

	H9A
	1060(60)
	2860(50)
	-210(40)
	35(11)

	H9B
	160(60)
	2550(50)
	750(40)
	41(12)

	H9C
	330(60)
	1290(50)
	-290(40)
	35(11)

	H10
	1290(50)
	4730(40)
	1350(30)
	21(9)

	H12A
	1900(50)
	8080(40)
	1810(30)
	19(9)

	H12B
	870(50)
	7520(40)
	2480(30)
	26(10)

	H13A
	4290(60)
	9190(50)
	3420(40)
	35(11)

	H13B
	3140(50)
	8770(40)
	4150(30)
	24(9)

	H14A
	1930(60)
	10500(50)
	2730(40)
	38(12)

	H14B
	1210(60)
	10300(50)
	3690(40)
	37(12)

	H15A
	4430(60)
	11640(50)
	4060(40)
	37(12)

	H15B
	3580(70)
	11510(50)
	5030(40)
	48(14)

	H15C
	2970(60)
	12470(50)
	4310(40)
	41(12)


Experimental 
Single crystals of C18H17BrN5O3Re [LSH-R474A] were []. A suitable crystal was selected and [] on a Stoe StadiVari diffractometer. The crystal was kept at 150 K during data collection. Using Olex2 [1], the structure was solved with the ShelXT [2] structure solution program using Intrinsic Phasing and refined with the ShelXL [3] refinement package using Least Squares minimisation.
1. Dolomanov, O.V., Bourhis, L.J., Gildea, R.J, Howard, J.A.K. & Puschmann, H. (2009), J. Appl. Cryst. 42, 339-341.
2. Sheldrick, G.M. (2015). Acta Cryst. A71, 3-8.
3. Sheldrick, G.M. (2015). Acta Cryst. C71, 3-8.
Crystal structure determination of [LSH-R474A] 
Crystal Data for C18H17BrN5O3Re (M =617.47 g/mol): triclinic, space group P-1 (no. 2), a = 8.1070(3) Å, b = 9.9680(3) Å, c = 12.8159(4) Å, α = 105.330(3)°, β = 101.878(3)°, γ = 94.429(3)°, V = 967.87(6) Å3, Z = 2, T = 150 K, μ(GaKα) = 10.252 mm-1, Dcalc = 2.119 g/cm3, 10723 reflections measured (6.402° ≤ 2Θ ≤ 124.97°), 4524 unique (Rint = 0.0160, Rsigma = 0.0122) which were used in all calculations. The final R1 was 0.0224 (I > 2σ(I)) and wR2 was 0.0604 (all data). 
Refinement model description 
Number of restraints - 0, number of constraints - unknown. 
Details:
N/A
This report has been created with Olex2, compiled on 2017.08.10 svn.r3458 for OlexSys. Please let us know if there are any errors or if you would like to have additional features. 

