

MP21-58 
	Table 1 Crystal data and structure refinement for MP2158. 

	Identification code 
	MP21-58 

	Empirical formula 
	C53H44N7P 

	Formula weight 
	809.96 

	Temperature/K 
	150.0(1) 

	Crystal system 
	monoclinic 

	Space group 
	P21/n 

	a/Å 
	8.8799(1) 

	b/Å 
	25.3794(4) 

	c/Å 
	18.8121(3) 

	α/° 
	90 

	β/° 
	90.042(2) 

	γ/° 
	90 

	Volume/Å3 
	4239.62(11) 

	Z 
	4 

	ρcalcg/cm3 
	1.2689 

	μ/mm‑1 
	0.933 

	F(000) 
	1704 

	Crystal size/mm3 
	0.18 × 0.16 × 0.03 

	Radiation 
	Cu Kα (λ = 1.54184 Å) 

	2Θ max. for data collection/° 
	170.0 

	Index ranges 
	-11 ≤ h ≤ 11, -32 ≤ k ≤ 31, -21 ≤ l ≤ 24 

	Reflections collected 
	48435 

	Independent reflections 
	9052 [Rint = 0.0580, Rsigma = 0.0415] 

	Data/restraints/parameters 
	9052/0/560 

	Goodness-of-fit on F2 
	1.047 

	Final R indexes [I > 2σ(I)] 
	R1 = 0.0774, wR2 = 0.1777 

	Final R indexes [all data] 
	R1 = 0.0873, wR2 = 0.1850 

	Largest diff. peak/hole / e Å-3 
	0.71/-0.57 









	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for MP2158. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	P1
	2959.1(7)
	6400.1(3)
	6286.9(4)
	28.21(16)

	N1
	4305(3)
	6656.7(10)
	6671.3(13)
	33.6(5)

	N2
	2186(3)
	5880.3(9)
	6697.2(12)
	31.0(5)

	N3
	3511(3)
	6146.4(9)
	5512.9(12)
	31.6(5)

	N4
	1532(3)
	6812.2(9)
	6137.7(13)
	33.0(5)

	N5
	9437(5)
	6295.4(14)
	8353(2)
	34.1(8)

	N5'
	8798(9)
	5945(3)
	8512(5)
	28.1(16)

	N6
	9367(4)
	5966.9(14)
	8847(2)
	34.3(7)

	N6'
	10055(11)
	6204(4)
	8521(5)
	31(2)

	N7
	14641(3)
	5611.1(12)
	10418.9(17)
	52.8(7)

	C1
	5469(3)
	6520.2(12)
	7111.9(14)
	32.4(6)

	C2
	6642(3)
	6885.9(14)
	7193.6(18)
	43.1(7)

	C3
	7889(4)
	6779.5(17)
	7603(2)
	57.6(10)

	C4
	8011(4)
	6316(2)
	7966.1(18)
	59.9(11)

	C5
	6860(5)
	5952.4(18)
	7916.5(18)
	61.8(12)

	C6
	5581(4)
	6044.9(15)
	7484.2(18)
	47.3(8)

	C7
	10828(4)
	5924.6(16)
	9183(2)
	57.4(11)

	C8
	12245(5)
	6116.8(14)
	8981.7(18)
	54.8(10)

	C9
	13520(4)
	6013.0(13)
	9387.2(18)
	43.9(7)

	C10
	13399(3)
	5711.5(12)
	10008.0(17)
	38.7(7)

	C11
	11974(4)
	5516.7(13)
	10187.5(19)
	43.5(7)

	C12
	10732(4)
	5625.4(15)
	9779(2)
	52.4(9)

	C13
	16022(5)
	5906(2)
	10313(3)
	76.0(14)

	C14
	14523(5)
	5293.0(19)
	11048(2)
	65.8(11)

	C15
	929(3)
	5648.2(10)
	6574.8(14)
	28.5(5)

	C16
	452(3)
	5226.0(10)
	7077.4(14)
	28.8(5)

	C17
	1247(3)
	5148.0(11)
	7707.0(15)
	33.2(6)

	C18
	837(4)
	4756.3(13)
	8177.2(16)
	40.5(7)

	C19
	-385(4)
	4434.3(13)
	8025.8(18)
	44.1(7)

	C20
	-1188(4)
	4505.5(13)
	7402.8(18)
	44.6(7)

	C21
	-780(3)
	4902.1(12)
	6934.3(16)
	36.4(6)

	C22
	-93(3)
	5760.8(10)
	5955.5(14)
	28.7(5)

	C23
	-1514(3)
	5975.6(13)
	6075.4(16)
	38.4(7)

	C24
	-2451(4)
	6086.6(15)
	5507.9(18)
	46.4(8)

	C25
	-1995(4)
	5979.6(14)
	4821.5(17)
	44.0(7)

	C26
	-600(4)
	5762.5(14)
	4702.1(16)
	42.4(7)

	C27
	352(3)
	5650.2(12)
	5268.2(15)
	34.4(6)

	C28
	3568(3)
	6353.6(11)
	4886.1(15)
	32.3(6)

	C29
	4137(3)
	6017.4(12)
	4294.4(15)
	34.1(6)

	C30
	4194(3)
	5469.4(12)
	4369.1(16)
	35.6(6)

	C31
	4785(4)
	5155.1(14)
	3841.3(17)
	42.4(7)

	C32
	5354(4)
	5384.4(15)
	3224.8(18)
	46.4(8)

	C33
	5308(4)
	5925.2(15)
	3144.0(17)
	46.4(8)

	C34
	4695(4)
	6241.2(14)
	3665.3(16)
	41.1(7)

	C35
	3145(3)
	6906.4(12)
	4719.2(16)
	36.6(6)

	C36
	3800(4)
	7325.6(13)
	5076.7(18)
	46.3(8)

	C37
	3416(5)
	7838.9(14)
	4901.8(19)
	54.7(9)

	C38
	2357(5)
	7938.1(14)
	4384(2)
	53.0(9)

	C39
	1688(4)
	7525.5(14)
	4028(2)
	51.4(8)

	C40
	2089(4)
	7011.1(14)
	4186.8(18)
	44.4(7)

	C41
	1235(3)
	7245.6(11)
	6438.0(17)
	34.2(6)

	C42
	2074(3)
	7485.7(11)
	7050.4(17)
	36.4(6)

	C43
	1968(4)
	7255.9(14)
	7711.8(19)
	49.4(8)

	C44
	2613(5)
	7496.6(19)
	8295(2)
	69.9(12)

	C45
	3374(5)
	7966.2(17)
	8224(3)
	67.7(12)

	C46
	3519(5)
	8188.1(16)
	7566(3)
	69.6(13)

	C47
	2854(4)
	7952.8(14)
	6977(2)
	55.3(9)

	C48
	-118(3)
	7543.8(12)
	6195(2)
	44.1(8)

	C49
	-667(4)
	7969.7(14)
	6570(3)
	68.4(13)

	C50
	-1950(5)
	8233.1(16)
	6337(4)
	92(2)

	C51
	-2689(5)
	8077.5(19)
	5729(3)
	84.0(17)

	C52
	-2160(5)
	7652(2)
	5364(3)
	76.7(15)

	C53
	-881(4)
	7382.0(18)
	5583(2)
	55.8(10)














	Table 3 Anisotropic Displacement Parameters (Å2×103) for MP2158. The Anisotropic displacement factor exponent takes the form: 2π2[h2a*2U11+2hka*b*U12+…]. 

	Atom
	U11
	U22
	U33
	U12
	U13
	U23

	P1
	22.5(3)
	30.2(3)
	31.9(3)
	0.1(2)
	-3.3(2)
	3.8(3)

	N1
	26.8(11)
	37.0(12)
	37.1(13)
	-0.9(9)
	-5.8(9)
	7.9(10)

	N2
	26.3(11)
	33.2(12)
	33.4(12)
	0.3(9)
	-1.9(9)
	2.3(9)

	N3
	25.5(11)
	37.2(12)
	32.3(12)
	-1.8(9)
	-3.2(9)
	5.3(10)

	N4
	27.3(11)
	33.5(12)
	38.3(13)
	-1.1(9)
	-4.9(10)
	5.6(10)

	N5
	33.2(19)
	34.5(19)
	34.6(19)
	2.7(16)
	-6.6(16)
	-1.5(15)

	N6
	32.1(18)
	37.0(18)
	33.9(18)
	4.1(14)
	-5.4(16)
	-2.4(15)

	N7
	45.5(16)
	55.6(17)
	57.3(18)
	-0.1(13)
	-19.8(14)
	18.5(14)

	C1
	27.4(13)
	43.5(16)
	26.3(13)
	8.4(11)
	0.7(10)
	-1.8(11)

	C2
	33.0(15)
	49.3(18)
	46.8(18)
	4.9(13)
	-8.7(13)
	-15.4(14)

	C3
	37.5(18)
	75(3)
	60(2)
	19.0(17)
	-20.6(16)
	-30(2)

	C4
	40.7(19)
	105(3)
	34.2(17)
	29(2)
	-12.5(14)
	-24(2)

	C5
	73(3)
	82(3)
	29.8(16)
	45(2)
	13.1(17)
	19.2(17)

	C6
	40.6(17)
	60(2)
	41.9(17)
	12.5(15)
	9.3(14)
	17.2(15)

	C7
	46(2)
	59(2)
	67(2)
	24.4(17)
	-32.0(18)
	-33.7(19)

	C8
	80(3)
	48.2(19)
	36.0(17)
	23.6(19)
	-16.6(17)
	-1.8(14)

	C9
	45.3(18)
	40.9(17)
	45.6(18)
	5.2(14)
	-5.7(14)
	7.5(14)

	C10
	37.9(15)
	34.7(15)
	43.4(17)
	2.0(12)
	-10.8(13)
	1.0(12)

	C11
	41.0(17)
	38.4(16)
	51.1(19)
	-2.2(13)
	-2.1(14)
	-2.4(14)

	C12
	34.6(17)
	50.0(19)
	73(3)
	0.6(14)
	-10.7(16)
	-18.1(18)

	C13
	46(2)
	84(3)
	97(4)
	-10(2)
	-32(2)
	16(3)

	C14
	72(3)
	79(3)
	47(2)
	24(2)
	-11.2(19)
	19(2)

	C15
	24.2(12)
	29.8(13)
	31.5(13)
	2.9(10)
	2.9(10)
	-2.9(10)

	C16
	27.3(12)
	29.8(13)
	29.4(13)
	2.1(10)
	5.1(10)
	-4.3(10)

	C17
	31.7(14)
	35.3(14)
	32.4(14)
	0.0(11)
	2.8(11)
	-1.3(11)

	C18
	45.8(17)
	43.2(16)
	32.6(15)
	1.6(13)
	2.0(13)
	6.0(13)

	C19
	50.9(19)
	37.0(16)
	44.4(17)
	-5.9(14)
	12.9(14)
	3.5(13)

	C20
	42.9(17)
	40.2(16)
	50.8(19)
	-11.4(13)
	7.4(14)
	-1.8(14)

	C21
	32.6(14)
	39.7(15)
	37.0(15)
	-2.8(12)
	1.9(12)
	-2.6(12)

	C22
	26.9(13)
	30.1(13)
	29.2(13)
	-1.7(10)
	-0.5(10)
	-0.6(10)

	C23
	32.7(15)
	50.6(18)
	31.9(15)
	7.6(13)
	-0.2(12)
	-3.9(13)

	C24
	30.9(15)
	62(2)
	46.2(18)
	9.6(14)
	-4.2(13)
	0.2(16)

	C25
	34.8(16)
	59(2)
	38.0(16)
	-2.7(14)
	-11.1(13)
	5.1(14)

	C26
	39.7(16)
	58(2)
	29.6(15)
	-6.5(14)
	-1.2(12)
	-4.3(13)

	C27
	28.6(13)
	41.8(15)
	32.9(14)
	-0.6(11)
	0.8(11)
	-6.3(12)

	C28
	26.3(13)
	37.1(15)
	33.6(14)
	-5.8(11)
	-5.5(11)
	5.2(11)

	C29
	27.8(13)
	43.4(16)
	31.1(14)
	-3.3(11)
	-5.2(11)
	4.6(12)

	C30
	31.1(14)
	42.5(16)
	33.2(14)
	-2.0(12)
	0.1(11)
	4.5(12)

	C31
	38.5(16)
	48.3(18)
	40.5(16)
	1.7(13)
	0.1(13)
	-0.1(14)

	C32
	42.2(17)
	60(2)
	36.8(16)
	-0.7(15)
	2.8(13)
	-7.1(15)

	C33
	45.9(18)
	64(2)
	29.3(15)
	-7.9(16)
	1.9(13)
	5.5(14)

	C34
	40.0(16)
	50.6(18)
	32.9(15)
	-7.6(13)
	-3.7(12)
	6.5(13)

	C35
	38.7(15)
	37.5(15)
	33.5(15)
	-6.4(12)
	-1.5(12)
	4.6(12)

	C36
	56(2)
	44.8(18)
	38.0(16)
	-12.6(15)
	-4.0(14)
	9.6(14)

	C37
	80(3)
	38.0(17)
	46.4(19)
	-17.6(17)
	2.9(18)
	8.2(15)

	C38
	65(2)
	43.7(18)
	50(2)
	1.0(16)
	6.8(17)
	17.8(16)

	C39
	49.2(19)
	51(2)
	54(2)
	1.3(16)
	-2.7(16)
	18.9(16)

	C40
	41.3(17)
	44.4(17)
	47.5(18)
	-3.1(14)
	-6.3(14)
	8.8(14)

	C41
	26.2(13)
	29.6(13)
	46.9(16)
	-2.8(10)
	-3.1(12)
	10.9(12)

	C42
	29.0(14)
	28.4(13)
	51.8(18)
	1.8(11)
	-3.9(12)
	1.5(12)

	C43
	52(2)
	45.6(18)
	50.5(19)
	-10.2(15)
	-14.6(16)
	6.3(15)

	C44
	74(3)
	80(3)
	56(2)
	-11(2)
	-20(2)
	-3(2)

	C45
	61(2)
	60(2)
	82(3)
	1(2)
	-30(2)
	-24(2)

	C46
	54(2)
	41(2)
	113(4)
	-14.2(17)
	-16(2)
	-15(2)

	C47
	49(2)
	41.6(18)
	75(3)
	-12.3(15)
	-5.1(18)
	3.6(17)

	C48
	29.6(14)
	34.3(15)
	68(2)
	-0.1(12)
	-4.5(14)
	17.9(15)

	C49
	40.4(19)
	33.7(17)
	131(4)
	7.0(14)
	-17(2)
	-6(2)

	C50
	45(2)
	38(2)
	194(6)
	13.7(17)
	-19(3)
	4(3)

	C51
	42(2)
	69(3)
	141(5)
	13(2)
	-14(3)
	50(3)

	C52
	42(2)
	115(4)
	73(3)
	14(2)
	-7.7(19)
	46(3)

	C53
	34.9(17)
	80(3)
	52(2)
	9.7(17)
	-4.8(15)
	24.8(19)







	Table 4 Bond Lengths for MP2158.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	P1
	N1
	1.541(2)
	 
	C18
	C19
	1.387(5)

	P1
	N2
	1.676(2)
	 
	C19
	C20
	1.384(5)

	P1
	N3
	1.666(2)
	 
	C20
	C21
	1.386(4)

	P1
	N4
	1.667(2)
	 
	C22
	C23
	1.394(4)

	N1
	C1
	1.369(4)
	 
	C22
	C27
	1.381(4)

	N2
	C15
	1.283(3)
	 
	C23
	C24
	1.382(4)

	N3
	C28
	1.292(4)
	 
	C24
	C25
	1.381(5)

	N4
	C41
	1.264(4)
	 
	C25
	C26
	1.374(5)

	N5
	N5'
	1.095(8)
	 
	C26
	C27
	1.389(4)

	N5
	N6
	1.250(5)
	 
	C28
	C29
	1.491(4)

	N5
	N6'
	0.674(9)
	 
	C28
	C35
	1.486(4)

	N5
	C4
	1.461(5)
	 
	C29
	C30
	1.399(4)

	N5'
	N6
	0.808(8)
	 
	C29
	C34
	1.404(4)

	N5'
	N6'
	1.295(12)
	 
	C30
	C31
	1.378(4)

	N5'
	C4
	1.558(9)
	 
	C31
	C32
	1.392(5)

	N6
	N6'
	1.055(9)
	 
	C32
	C33
	1.382(5)

	N6
	C7
	1.448(5)
	 
	C33
	C34
	1.379(5)

	N6'
	C7
	1.589(11)
	 
	C35
	C36
	1.386(4)

	N7
	C10
	1.371(4)
	 
	C35
	C40
	1.397(4)

	N7
	C13
	1.450(5)
	 
	C36
	C37
	1.386(5)

	N7
	C14
	1.437(5)
	 
	C37
	C38
	1.377(6)

	C1
	C2
	1.404(4)
	 
	C38
	C39
	1.377(5)

	C1
	C6
	1.398(4)
	 
	C39
	C40
	1.386(5)

	C2
	C3
	1.375(4)
	 
	C41
	C42
	1.500(4)

	C3
	C4
	1.364(6)
	 
	C41
	C48
	1.492(4)

	C4
	C5
	1.380(6)
	 
	C42
	C43
	1.378(5)

	C5
	C6
	1.416(5)
	 
	C42
	C47
	1.380(4)

	C7
	C8
	1.402(6)
	 
	C43
	C44
	1.380(5)

	C7
	C12
	1.356(6)
	 
	C44
	C45
	1.377(6)

	C8
	C9
	1.390(5)
	 
	C45
	C46
	1.367(7)

	C9
	C10
	1.400(4)
	 
	C46
	C47
	1.390(6)

	C10
	C11
	1.400(4)
	 
	C48
	C49
	1.380(5)

	C11
	C12
	1.372(5)
	 
	C48
	C53
	1.397(5)

	C15
	C16
	1.491(4)
	 
	C49
	C50
	1.392(5)

	C15
	C22
	1.504(4)
	 
	C50
	C51
	1.376(8)

	C16
	C17
	1.392(4)
	 
	C51
	C52
	1.362(8)

	C16
	C21
	1.395(4)
	 
	C52
	C53
	1.389(5)

	C17
	C18
	1.380(4)
	 
	 
	 
	 









	Table 5 Bond Angles for MP2158.

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

	N2
	P1
	N1
	115.75(12)
	 
	C11
	C10
	C9
	117.7(3)

	N3
	P1
	N1
	110.19(13)
	 
	C12
	C11
	C10
	121.3(3)

	N3
	P1
	N2
	102.66(12)
	 
	C11
	C12
	C7
	121.6(3)

	N4
	P1
	N1
	113.77(13)
	 
	C16
	C15
	N2
	117.6(2)

	N4
	P1
	N2
	105.07(12)
	 
	C22
	C15
	N2
	125.2(2)

	N4
	P1
	N3
	108.62(12)
	 
	C22
	C15
	C16
	117.2(2)

	C1
	N1
	P1
	139.7(2)
	 
	C17
	C16
	C15
	119.8(2)

	C15
	N2
	P1
	129.5(2)
	 
	C21
	C16
	C15
	121.6(3)

	C28
	N3
	P1
	130.7(2)
	 
	C21
	C16
	C17
	118.5(3)

	C41
	N4
	P1
	129.0(2)
	 
	C18
	C17
	C16
	120.9(3)

	N6
	N5
	N5'
	39.6(5)
	 
	C19
	C18
	C17
	120.0(3)

	N6'
	N5
	N5'
	90.9(10)
	 
	C20
	C19
	C18
	120.0(3)

	N6'
	N5
	N6
	57.6(8)
	 
	C21
	C20
	C19
	119.9(3)

	C4
	N5
	N5'
	73.6(6)
	 
	C20
	C21
	C16
	120.7(3)

	C4
	N5
	N6
	110.5(4)
	 
	C23
	C22
	C15
	119.7(2)

	C4
	N5
	N6'
	162.1(10)
	 
	C27
	C22
	C15
	120.9(2)

	N6
	N5'
	N5
	80.5(8)
	 
	C27
	C22
	C23
	119.4(3)

	N6'
	N5'
	N5
	31.4(4)
	 
	C24
	C23
	C22
	120.0(3)

	N6'
	N5'
	N6
	54.4(7)
	 
	C25
	C24
	C23
	120.3(3)

	C4
	N5'
	N5
	64.0(5)
	 
	C26
	C25
	C24
	119.8(3)

	C4
	N5'
	N6
	138.8(9)
	 
	C27
	C26
	C25
	120.3(3)

	C4
	N5'
	N6'
	95.1(7)
	 
	C26
	C27
	C22
	120.1(3)

	N5'
	N6
	N5
	59.8(6)
	 
	C29
	C28
	N3
	117.5(3)

	N6'
	N6
	N5
	32.7(5)
	 
	C35
	C28
	N3
	124.5(3)

	N6'
	N6
	N5'
	87.0(8)
	 
	C35
	C28
	C29
	117.9(2)

	C7
	N6
	N5
	109.2(4)
	 
	C30
	C29
	C28
	120.4(3)

	C7
	N6
	N5'
	153.4(7)
	 
	C34
	C29
	C28
	121.2(3)

	C7
	N6
	N6'
	77.1(6)
	 
	C34
	C29
	C30
	118.3(3)

	N5'
	N6'
	N5
	57.7(9)
	 
	C31
	C30
	C29
	121.1(3)

	N6
	N6'
	N5
	89.7(10)
	 
	C32
	C31
	C30
	119.8(3)

	N6
	N6'
	N5'
	38.5(5)
	 
	C33
	C32
	C31
	119.7(3)

	C7
	N6'
	N5
	150.6(12)
	 
	C34
	C33
	C32
	120.8(3)

	C7
	N6'
	N5'
	98.9(7)
	 
	C33
	C34
	C29
	120.3(3)

	C7
	N6'
	N6
	62.6(6)
	 
	C36
	C35
	C28
	121.1(3)

	C13
	N7
	C10
	120.5(3)
	 
	C40
	C35
	C28
	120.0(3)

	C14
	N7
	C10
	120.6(3)
	 
	C40
	C35
	C36
	118.9(3)

	C14
	N7
	C13
	117.7(3)
	 
	C37
	C36
	C35
	120.2(3)

	C2
	C1
	N1
	117.3(3)
	 
	C38
	C37
	C36
	120.5(3)

	C6
	C1
	N1
	125.1(3)
	 
	C39
	C38
	C37
	119.9(3)

	C6
	C1
	C2
	117.6(3)
	 
	C40
	C39
	C38
	120.1(3)

	C3
	C2
	C1
	121.9(4)
	 
	C39
	C40
	C35
	120.4(3)

	C4
	C3
	C2
	120.9(4)
	 
	C42
	C41
	N4
	126.4(3)

	N5'
	C4
	N5
	42.4(3)
	 
	C48
	C41
	N4
	118.2(3)

	C3
	C4
	N5
	110.5(4)
	 
	C48
	C41
	C42
	115.4(3)

	C3
	C4
	N5'
	152.4(5)
	 
	C43
	C42
	C41
	119.2(3)

	C5
	C4
	N5
	130.6(4)
	 
	C47
	C42
	C41
	121.4(3)

	C5
	C4
	N5'
	88.4(4)
	 
	C47
	C42
	C43
	119.3(3)

	C5
	C4
	C3
	118.9(3)
	 
	C44
	C43
	C42
	120.1(3)

	C6
	C5
	C4
	121.4(4)
	 
	C45
	C44
	C43
	120.7(4)

	C5
	C6
	C1
	119.2(4)
	 
	C46
	C45
	C44
	119.4(4)

	N6'
	C7
	N6
	40.3(4)
	 
	C47
	C46
	C45
	120.3(4)

	C8
	C7
	N6
	131.3(4)
	 
	C46
	C47
	C42
	120.2(4)

	C8
	C7
	N6'
	91.1(5)
	 
	C49
	C48
	C41
	121.7(3)

	C12
	C7
	N6
	110.2(4)
	 
	C53
	C48
	C41
	119.6(3)

	C12
	C7
	N6'
	150.5(5)
	 
	C53
	C48
	C49
	118.8(3)

	C12
	C7
	C8
	118.4(3)
	 
	C50
	C49
	C48
	120.3(5)

	C9
	C8
	C7
	121.1(3)
	 
	C51
	C50
	C49
	120.9(5)

	C10
	C9
	C8
	119.9(3)
	 
	C52
	C51
	C50
	118.8(4)

	C9
	C10
	N7
	120.6(3)
	 
	C53
	C52
	C51
	121.6(5)

	C11
	C10
	N7
	121.7(3)
	 
	C52
	C53
	C48
	119.6(4)






	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for MP2158.

	Atom
	x
	y
	z
	U(iso)

	H2
	6572(3)
	7216.6(14)
	6959.2(18)
	51.7(9)

	H3
	8676(4)
	7032.1(17)
	7633(2)
	69.1(13)

	H5
	6928(5)
	5633.1(18)
	8178.0(18)
	74.1(14)

	H6
	4809(4)
	5787.2(15)
	7447.7(18)
	56.8(10)

	H8
	12336(5)
	6321.5(14)
	8561.0(18)
	65.7(12)

	H9
	14472(4)
	6146.2(13)
	9243.6(18)
	52.7(9)

	H11
	11865(4)
	5304.8(13)
	10600.7(19)
	52.2(9)

	H12
	9781(4)
	5487.9(15)
	9917(2)
	62.9(11)

	H13a
	16490(20)
	5795(10)
	9866(10)
	114(2)

	H13b
	15792(7)
	6283(2)
	10290(20)
	114(2)

	H13c
	16712(17)
	5838(12)
	10709(10)
	114(2)

	H14a
	13990(30)
	5491(5)
	11418(6)
	98.7(17)

	H14b
	13960(30)
	4970(6)
	10938(5)
	98.7(17)

	H14c
	15533(5)
	5201(11)
	11217(10)
	98.7(17)

	H17
	2084(3)
	5367.4(11)
	7814.2(15)
	39.8(7)

	H18
	1390(4)
	4707.1(13)
	8604.4(16)
	48.6(8)

	H19
	-670(4)
	4165.1(13)
	8349.9(18)
	52.9(9)

	H20
	-2018(4)
	4282.9(13)
	7296.1(18)
	53.5(9)

	H21
	-1346(3)
	4953.8(12)
	6511.2(16)
	43.7(8)

	H23
	-1839(3)
	6045.8(13)
	6547.0(16)
	46.1(8)

	H24
	-3415(4)
	6237.4(15)
	5590.5(18)
	55.7(9)

	H25
	-2643(4)
	6055.8(14)
	4432.9(17)
	52.8(9)

	H26
	-286(4)
	5688.8(14)
	4229.8(16)
	50.9(9)

	H27
	1311(3)
	5497.2(12)
	5182.5(15)
	41.3(7)

	H30
	3820(3)
	5311.2(12)
	4791.0(16)
	42.7(7)

	H31
	4805(4)
	4783.2(14)
	3897.8(17)
	50.9(8)

	H32
	5771(4)
	5169.8(15)
	2861.2(18)
	55.7(9)

	H33
	5702(4)
	6081.2(15)
	2724.6(17)
	55.7(9)

	H34
	4652(4)
	6611.9(14)
	3598.4(16)
	49.4(8)

	H36
	4513(4)
	7260.9(13)
	5442.9(18)
	55.6(9)

	H37
	3887(5)
	8124.4(14)
	5141.2(19)
	65.6(11)

	H38
	2089(5)
	8290.8(14)
	4271(2)
	63.6(11)

	H39
	950(4)
	7593.6(14)
	3674(2)
	61.7(10)

	H40
	1644(4)
	6728.0(14)
	3931.8(18)
	53.3(9)

	H43
	1449(4)
	6931.1(14)
	7766.7(19)
	59.2(10)

	H44
	2531(5)
	7336.6(19)
	8750(2)
	83.8(14)

	H45
	3795(5)
	8134.6(17)
	8629(3)
	81.3(14)

	H46
	4078(5)
	8504.7(16)
	7510(3)
	83.5(15)

	H47
	2936(4)
	8113.9(14)
	6523(2)
	66.3(11)

	H49
	-166(4)
	8083.6(14)
	6990(3)
	82.1(15)

	H50
	-2321(5)
	8524.3(16)
	6601(4)
	111(2)

	H51
	-3552(5)
	8263.2(19)
	5566(3)
	101(2)

	H52
	-2679(5)
	7538(2)
	4950(3)
	92.1(18)

	H53
	-526(4)
	7088.8(18)
	5317(2)
	67.0(12)





	Table 7 Atomic Occupancy for MP2158.

	Atom
	Occupancy
	 
	Atom
	Occupancy
	 
	Atom
	Occupancy

	N5
	0.700000
	 
	N5'
	0.300000
	 
	N6
	0.700000

	N6'
	0.300000
	 
	 
	 
	 
	 
	



Experimental 
Single crystals of C53H44N7P [MP2158] were investigated on a Rigaku, XtaLAB Synergy, Dualflex, HyPix diffractometer. The crystal was kept at 150.0(1) K during data collection. Using Olex2 [1], the structure was solved with the Superflip [2] structure solution program using Charge Flipping and refined with the olex2.refine [3] refinement package using Gauss-Newton 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. Palatinus, L. & Chapuis, G. (2007). J. Appl. Cryst., 40, 786-790; Palatinus, L. & van der Lee, A. (2008). J. Appl. Cryst. 41, 975-984; Palatinus, L., Prathapa, S. J. & van Smaalen, S. (2012). J. Appl. Cryst. 45, 575-580.
3. Bourhis, L.J., Dolomanov, O.V., Gildea, R.J., Howard, J.A.K., Puschmann, H. (2015). Acta Cryst. A71, 59-75.

Crystal Data for C53H44N7P (M = 809.96 g/mol): monoclinic, space group P21/n (no. 14), a = 8.8799(1) Å, b = 25.3794(4) Å, c = 18.8121(3) Å, β = 90.042(2)°, V = 4239.6(1)Å3, Z = 4, T = 150.0(1) K, μ(Cu Kα) = 0.933 mm-1, Dcalc = 1.2689 g/cm3, 48435 reflections measured (2Θ ≤ 170.0°), 9052 unique (Rint = 0.0580, Rsigma = 0.0415) which were used in all calculations. The final R1 was 0.0774 (I > 2σ(I)) and wR2 was 0.1850 (all data). 

Details:
1. Fixed Uiso
 At 1.2 times of:
  All C(H) groups
 At 1.5 times of:
  All C(H,H,H) groups
2. Others
 Fixed Sof: N5(0.7) N5'(0.3) N6(0.7) N6'(0.3)
3.a Aromatic/amide H refined with riding coordinates:
 C2(H2), C3(H3), C5(H5), C6(H6), C8(H8), C9(H9), C11(H11), C12(H12), C17(H17),
 C18(H18), C19(H19), C20(H20), C21(H21), C23(H23), C24(H24), C25(H25), C26(H26),
  C27(H27), C30(H30), C31(H31), C32(H32), C33(H33), C34(H34), C36(H36),
 C37(H37), C38(H38), C39(H39), C40(H40), C43(H43), C44(H44), C45(H45), C46(H46),
  C47(H47), C49(H49), C50(H50), C51(H51), C52(H52), C53(H53)
3.b Idealised Me refined as rotating group:
 C13(H13a,H13b,H13c), C14(H14a,H14b,H14c)
This report has been created with Olex2, compiled on 2018.05.17 svn.r3504 for Rigaku Oxford Diffraction.




