

MP21-40 
	Table 1 Crystal data and structure refinement for MP2140. 

	Identification code 
	MP21-40 

	Empirical formula 
	C45H34N5O2P 

	Formula weight 
	707.78 

	Temperature/K 
	140.0(1) 

	Crystal system 
	triclinic 

	Space group 
	P1 

	a/Å 
	9.63155(10) 

	b/Å 
	12.38287(13) 

	c/Å 
	16.51735(18) 

	α/° 
	83.2412(9) 

	β/° 
	73.2679(10) 

	γ/° 
	72.8100(9) 

	Volume/Å3 
	1801.14(4) 

	Z 
	2 

	ρcalcg/cm3 
	1.3050 

	μ/mm‑1 
	1.046 

	F(000) 
	740 

	Crystal size/mm3 
	0.21 × 0.09 × 0.06 

	Radiation 
	Cu Kα (λ = 1.54184 Å) 

	2Θ max. for data collection/° 
	160 

	Index ranges 
	-12 ≤ h ≤ 12, -15 ≤ k ≤ 15, -20 ≤ l ≤ 21 

	Reflections collected 
	33012 

	Independent reflections 
	7747 [Rint = 0.0222, Rsigma = 0.0184] 

	Data/restraints/parameters 
	7747/0/478 

	Goodness-of-fit on F2 
	1.044 

	Final R indexes [I > 2σ(I)] 
	R1 = 0.0357, wR2 = 0.0910 

	Final R indexes [all data] 
	R1 = 0.0367, wR2 = 0.0919 

	Largest diff. peak/hole / e Å-3 
	0.36/-0.47 









	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for MP2140. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	P1
	6731.1(3)
	3673.1(2)
	2656.39(16)
	19.29(8)

	O1
	2317.0(18)
	8672.8(10)
	439.9(8)
	70.2(4)

	O2
	3692.1(14)
	7511.3(9)
	-544.9(6)
	48.9(3)

	N1
	5754.4(11)
	4927.0(8)
	2620.1(6)
	23.94(19)

	N2
	8179.1(10)
	3258.9(8)
	1825.1(6)
	22.06(18)

	N3
	5667.6(10)
	2805.8(8)
	2770.0(6)
	22.15(19)

	N4
	7437.7(10)
	3515.4(8)
	3482.5(6)
	21.27(18)

	N5
	3269.3(14)
	7782.1(9)
	199.1(7)
	36.8(3)

	C1
	5163.5(12)
	5563.3(9)
	2005.0(7)
	21.0(2)

	C2
	3995.0(13)
	6569.2(10)
	2246.5(7)
	26.3(2)

	C3
	3364.2(14)
	7286.9(10)
	1668.5(8)
	28.4(2)

	C4
	3908.7(14)
	7027.8(9)
	815.1(7)
	25.6(2)

	C5
	5048.3(13)
	6049.2(10)
	550.3(7)
	24.4(2)

	C6
	5656.8(12)
	5315.9(9)
	1134.3(7)
	22.7(2)

	C7
	9000.2(12)
	2283.0(9)
	1545.7(7)
	21.8(2)

	C8
	10293.1(13)
	2267.3(10)
	787.1(7)
	24.3(2)

	C9
	10305.7(14)
	3238.9(11)
	260.5(8)
	30.5(3)

	C10
	11540.3(16)
	3255.8(12)
	-421.1(8)
	36.4(3)

	C11
	12775.5(15)
	2312.7(13)
	-585.0(8)
	37.1(3)

	C12
	12780.0(15)
	1351.7(13)
	-67.9(9)
	38.0(3)

	C13
	11541.1(14)
	1324.5(11)
	616.4(8)
	30.9(3)

	C14
	8787.8(12)
	1167.4(9)
	1928.6(7)
	23.3(2)

	C15
	8771.5(14)
	359.9(10)
	1410.5(8)
	30.4(3)

	C16
	8553.6(16)
	-676.1(11)
	1757.1(10)
	37.6(3)

	C17
	8361.5(15)
	-916.3(11)
	2615.2(10)
	37.2(3)

	C18
	8405.2(15)
	-128.8(11)
	3131.5(9)
	35.2(3)

	C19
	8619.7(14)
	909.7(10)
	2790.2(8)
	28.6(2)

	C20
	4910.3(11)
	2331.1(9)
	3404.1(7)
	20.6(2)

	C21
	4141.6(12)
	1539.7(9)
	3217.2(7)
	22.0(2)

	C22
	4602.2(13)
	1106.3(10)
	2409.6(8)
	27.1(2)

	C23
	3859.7(15)
	411.0(11)
	2209.0(8)
	33.2(3)

	C24
	2639.1(14)
	156.4(11)
	2805.4(9)
	32.4(3)

	C25
	2175.3(13)
	578.5(10)
	3608.1(8)
	28.8(2)

	C26
	2928.9(12)
	1261.6(9)
	3819.1(7)
	24.3(2)

	C27
	4725.7(12)
	2517.8(9)
	4310.0(7)
	21.4(2)

	C28
	4969.1(13)
	1597.9(10)
	4879.6(7)
	25.7(2)

	C29
	4806.8(13)
	1769.0(11)
	5723.4(8)
	30.2(2)

	C30
	4402.1(13)
	2861.3(12)
	6001.8(8)
	31.3(3)

	C31
	4159.3(13)
	3780.7(11)
	5440.6(8)
	29.3(2)

	C32
	4314.5(12)
	3615.5(10)
	4599.2(7)
	24.3(2)

	C33
	8679.1(12)
	3654.3(8)
	3535.6(7)
	19.7(2)

	C34
	9066.0(12)
	3311.6(9)
	4354.5(7)
	21.0(2)

	C35
	8308.1(13)
	2615.1(10)
	4931.0(7)
	25.3(2)

	C36
	8592.7(14)
	2327.2(11)
	5712.8(8)
	30.9(3)

	C37
	9618.4(14)
	2741.6(11)
	5938.2(8)
	32.1(3)

	C38
	10389.3(14)
	3417.0(11)
	5369.4(8)
	31.1(3)

	C39
	10127.9(13)
	3695.8(10)
	4575.6(7)
	25.7(2)

	C40
	9742.0(12)
	4143.9(9)
	2850.8(7)
	21.8(2)

	C41
	11189.2(13)
	3475.8(10)
	2496.2(8)
	29.3(2)

	C42
	12186.0(14)
	3921.1(12)
	1858.8(9)
	36.4(3)

	C43
	11747.5(15)
	5039.9(12)
	1594.7(8)
	35.2(3)

	C44
	10318.4(16)
	5715.2(11)
	1955.2(9)
	35.1(3)

	C45
	9300.7(14)
	5265.8(10)
	2576.8(8)
	29.6(2)






	Table 3 Anisotropic Displacement Parameters (Å2×103) for MP2140. The Anisotropic displacement factor exponent takes the form: 2π2[h2a*2U11+2hka*b*U12+…]. 

	Atom
	U11
	U22
	U33
	U12
	U13
	U23

	P1
	19.09(13)
	20.70(14)
	18.48(13)
	-6.05(10)
	-4.95(10)
	-0.85(10)

	O1
	103.5(11)
	36.8(6)
	48.9(7)
	29.8(6)
	-35.3(7)
	-8.2(5)

	O2
	69.8(7)
	40.3(5)
	28.9(5)
	2.2(5)
	-19.7(5)
	0.4(4)

	N1
	25.7(5)
	23.8(5)
	21.5(4)
	-4.8(4)
	-6.5(4)
	-2.3(3)

	N2
	21.9(4)
	23.6(4)
	21.0(4)
	-6.3(4)
	-5.8(3)
	-1.8(3)

	N3
	20.4(4)
	23.5(4)
	23.8(4)
	-5.9(3)
	-7.6(3)
	-1.4(3)

	N4
	19.8(4)
	23.2(4)
	21.0(4)
	-6.2(3)
	-4.8(3)
	-2.5(3)

	N5
	51.0(7)
	23.8(5)
	33.5(6)
	-1.4(5)
	-17.6(5)
	0.1(4)

	C1
	20.5(5)
	20.8(5)
	23.0(5)
	-8.0(4)
	-5.1(4)
	-1.2(4)

	C2
	27.1(5)
	26.1(6)
	23.3(5)
	-3.6(4)
	-5.1(4)
	-6.1(4)

	C3
	29.7(6)
	22.3(5)
	30.8(6)
	-0.3(4)
	-9.3(5)
	-6.2(4)

	C4
	31.2(6)
	20.2(5)
	26.4(6)
	-6.6(4)
	-10.5(5)
	1.1(4)

	C5
	27.9(5)
	23.8(5)
	21.4(5)
	-8.8(4)
	-4.3(4)
	-1.7(4)

	C6
	22.3(5)
	20.1(5)
	23.7(5)
	-4.8(4)
	-3.2(4)
	-3.2(4)

	C7
	21.0(5)
	25.1(5)
	20.7(5)
	-6.0(4)
	-7.7(4)
	-1.9(4)

	C8
	23.7(5)
	28.6(6)
	22.3(5)
	-8.6(4)
	-5.7(4)
	-4.8(4)

	C9
	31.0(6)
	30.6(6)
	29.1(6)
	-11.8(5)
	-2.8(5)
	-2.7(5)

	C10
	39.6(7)
	41.9(7)
	30.6(6)
	-22.6(6)
	-1.8(5)
	-2.1(5)

	C11
	30.4(6)
	54.5(8)
	29.4(6)
	-21.6(6)
	2.2(5)
	-12.5(6)

	C12
	25.5(6)
	48.0(8)
	35.8(7)
	-4.7(5)
	-2.0(5)
	-13.3(6)

	C13
	26.8(6)
	35.3(6)
	27.8(6)
	-4.4(5)
	-5.5(5)
	-5.1(5)

	C14
	19.6(5)
	21.9(5)
	27.1(5)
	-3.0(4)
	-6.8(4)
	-0.7(4)

	C15
	33.9(6)
	26.0(6)
	34.4(6)
	-5.8(5)
	-16.3(5)
	-1.2(5)

	C16
	42.7(7)
	25.0(6)
	54.1(8)
	-9.5(5)
	-27.0(6)
	-0.0(5)

	C17
	33.4(6)
	24.3(6)
	54.9(8)
	-8.1(5)
	-16.9(6)
	8.4(5)

	C18
	35.9(7)
	28.5(6)
	34.0(6)
	-3.0(5)
	-7.4(5)
	6.4(5)

	C19
	29.9(6)
	24.8(6)
	27.4(6)
	-2.8(5)
	-6.8(5)
	-0.7(4)

	C20
	16.9(5)
	19.3(5)
	24.6(5)
	-2.6(4)
	-5.9(4)
	-2.4(4)

	C21
	19.3(5)
	20.3(5)
	26.9(5)
	-3.7(4)
	-8.0(4)
	-2.7(4)

	C22
	23.5(5)
	29.3(6)
	29.1(6)
	-7.4(4)
	-6.3(4)
	-5.5(5)

	C23
	34.4(6)
	35.1(6)
	33.8(6)
	-10.1(5)
	-10.1(5)
	-11.1(5)

	C24
	32.8(6)
	28.0(6)
	43.7(7)
	-12.6(5)
	-15.4(5)
	-5.2(5)

	C25
	24.5(5)
	25.4(6)
	38.3(6)
	-9.8(4)
	-8.6(5)
	-0.1(5)

	C26
	22.7(5)
	21.6(5)
	28.3(5)
	-5.4(4)
	-6.8(4)
	-2.4(4)

	C27
	17.3(5)
	24.0(5)
	23.4(5)
	-7.2(4)
	-4.0(4)
	-2.9(4)

	C28
	25.3(5)
	25.7(5)
	26.6(5)
	-8.4(4)
	-6.6(4)
	-0.7(4)

	C29
	25.6(6)
	39.5(7)
	25.8(6)
	-10.7(5)
	-7.1(4)
	3.1(5)

	C30
	23.7(5)
	48.5(7)
	22.7(5)
	-11.9(5)
	-2.9(4)
	-8.6(5)

	C31
	22.3(5)
	33.7(6)
	31.5(6)
	-9.1(5)
	-0.5(4)
	-13.1(5)

	C32
	19.3(5)
	24.4(5)
	28.4(6)
	-7.0(4)
	-2.6(4)
	-4.2(4)

	C33
	19.0(5)
	17.1(5)
	21.9(5)
	-3.5(4)
	-4.4(4)
	-3.1(4)

	C34
	19.0(5)
	20.6(5)
	21.9(5)
	-2.8(4)
	-4.8(4)
	-3.2(4)

	C35
	24.6(5)
	27.3(6)
	24.2(5)
	-8.3(4)
	-5.8(4)
	-0.7(4)

	C36
	33.5(6)
	31.5(6)
	25.4(6)
	-8.1(5)
	-6.8(5)
	2.8(5)

	C37
	32.2(6)
	36.6(6)
	24.8(6)
	-0.8(5)
	-12.1(5)
	-2.4(5)

	C38
	26.0(6)
	38.3(7)
	31.4(6)
	-6.1(5)
	-12.1(5)
	-7.1(5)

	C39
	22.2(5)
	28.6(6)
	27.2(6)
	-7.1(4)
	-6.7(4)
	-3.6(4)

	C40
	21.0(5)
	24.8(5)
	22.0(5)
	-8.8(4)
	-6.9(4)
	-0.4(4)

	C41
	23.6(5)
	27.9(6)
	32.3(6)
	-5.5(5)
	-4.9(5)
	4.1(5)

	C42
	23.4(6)
	40.3(7)
	38.5(7)
	-8.3(5)
	0.3(5)
	2.8(6)

	C43
	32.2(6)
	40.8(7)
	34.1(6)
	-20.4(6)
	-3.0(5)
	5.5(5)

	C44
	39.3(7)
	26.3(6)
	39.2(7)
	-13.8(5)
	-7.8(6)
	6.6(5)

	C45
	27.4(6)
	24.0(6)
	33.6(6)
	-5.8(5)
	-4.0(5)
	0.3(5)






	Table 4 Bond Lengths for MP2140.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	P1
	N1
	1.5641(10)
	 
	C18
	C19
	1.3905(17)

	P1
	N2
	1.6534(9)
	 
	C20
	C21
	1.4952(14)

	P1
	N3
	1.6523(9)
	 
	C20
	C27
	1.4926(15)

	P1
	N4
	1.6603(9)
	 
	C21
	C22
	1.3968(16)

	O1
	N5
	1.2293(16)
	 
	C21
	C26
	1.3999(16)

	O2
	N5
	1.2315(15)
	 
	C22
	C23
	1.3893(17)

	N1
	C1
	1.3625(14)
	 
	C23
	C24
	1.3896(19)

	N2
	C7
	1.2865(15)
	 
	C24
	C25
	1.3837(18)

	N3
	C20
	1.2819(14)
	 
	C25
	C26
	1.3934(16)

	N4
	C33
	1.2854(14)
	 
	C27
	C28
	1.3980(16)

	N5
	C4
	1.4436(15)
	 
	C27
	C32
	1.3994(15)

	C1
	C2
	1.4167(15)
	 
	C28
	C29
	1.3915(16)

	C1
	C6
	1.4185(15)
	 
	C29
	C30
	1.3872(19)

	C2
	C3
	1.3731(17)
	 
	C30
	C31
	1.3889(19)

	C3
	C4
	1.3951(16)
	 
	C31
	C32
	1.3874(16)

	C4
	C5
	1.3880(16)
	 
	C33
	C34
	1.4867(14)

	C5
	C6
	1.3796(16)
	 
	C33
	C40
	1.4945(14)

	C7
	C8
	1.4880(15)
	 
	C34
	C35
	1.4007(15)

	C7
	C14
	1.4957(15)
	 
	C34
	C39
	1.3962(15)

	C8
	C9
	1.4001(17)
	 
	C35
	C36
	1.3811(16)

	C8
	C13
	1.3929(17)
	 
	C36
	C37
	1.3908(18)

	C9
	C10
	1.3857(17)
	 
	C37
	C38
	1.3834(19)

	C10
	C11
	1.386(2)
	 
	C38
	C39
	1.3906(17)

	C11
	C12
	1.380(2)
	 
	C40
	C41
	1.3902(16)

	C12
	C13
	1.3931(18)
	 
	C40
	C45
	1.3890(16)

	C14
	C15
	1.3967(16)
	 
	C41
	C42
	1.3887(17)

	C14
	C19
	1.3944(16)
	 
	C42
	C43
	1.3806(19)

	C15
	C16
	1.3909(18)
	 
	C43
	C44
	1.383(2)

	C16
	C17
	1.383(2)
	 
	C44
	C45
	1.3903(17)

	C17
	C18
	1.386(2)
	 
	 
	 
	 




	Table 5 Bond Angles for MP2140.

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

	N2
	P1
	N1
	116.23(5)
	 
	C19
	C18
	C17
	120.08(12)

	N3
	P1
	N1
	109.86(5)
	 
	C18
	C19
	C14
	120.35(12)

	N3
	P1
	N2
	106.59(5)
	 
	C21
	C20
	N3
	117.15(10)

	N4
	P1
	N1
	107.69(5)
	 
	C27
	C20
	N3
	125.07(10)

	N4
	P1
	N2
	106.51(5)
	 
	C27
	C20
	C21
	117.78(9)

	N4
	P1
	N3
	109.83(5)
	 
	C22
	C21
	C20
	119.12(10)

	C1
	N1
	P1
	132.26(8)
	 
	C26
	C21
	C20
	121.66(10)

	C7
	N2
	P1
	133.48(8)
	 
	C26
	C21
	C22
	119.15(10)

	C20
	N3
	P1
	134.74(8)
	 
	C23
	C22
	C21
	120.19(11)

	C33
	N4
	P1
	130.21(8)
	 
	C24
	C23
	C22
	120.28(12)

	O2
	N5
	O1
	122.46(11)
	 
	C25
	C24
	C23
	120.03(11)

	C4
	N5
	O1
	118.48(11)
	 
	C26
	C25
	C24
	120.07(11)

	C4
	N5
	O2
	119.06(11)
	 
	C25
	C26
	C21
	120.26(11)

	C2
	C1
	N1
	117.69(10)
	 
	C28
	C27
	C20
	120.42(10)

	C6
	C1
	N1
	125.11(10)
	 
	C32
	C27
	C20
	120.44(10)

	C6
	C1
	C2
	117.18(10)
	 
	C32
	C27
	C28
	119.14(10)

	C3
	C2
	C1
	122.04(10)
	 
	C29
	C28
	C27
	120.55(11)

	C4
	C3
	C2
	118.99(11)
	 
	C30
	C29
	C28
	119.75(12)

	C3
	C4
	N5
	119.59(10)
	 
	C31
	C30
	C29
	120.13(11)

	C5
	C4
	N5
	119.48(10)
	 
	C32
	C31
	C30
	120.38(11)

	C5
	C4
	C3
	120.92(10)
	 
	C31
	C32
	C27
	120.04(11)

	C6
	C5
	C4
	120.00(10)
	 
	C34
	C33
	N4
	116.68(9)

	C5
	C6
	C1
	120.83(10)
	 
	C40
	C33
	N4
	125.49(10)

	C8
	C7
	N2
	116.89(10)
	 
	C40
	C33
	C34
	117.82(9)

	C14
	C7
	N2
	125.68(10)
	 
	C35
	C34
	C33
	119.06(10)

	C14
	C7
	C8
	117.42(9)
	 
	C39
	C34
	C33
	121.75(10)

	C9
	C8
	C7
	119.71(10)
	 
	C39
	C34
	C35
	119.15(10)

	C13
	C8
	C7
	121.22(11)
	 
	C36
	C35
	C34
	120.33(11)

	C13
	C8
	C9
	118.95(11)
	 
	C37
	C36
	C35
	120.16(11)

	C10
	C9
	C8
	120.29(12)
	 
	C38
	C37
	C36
	120.00(11)

	C11
	C10
	C9
	120.26(13)
	 
	C39
	C38
	C37
	120.20(11)

	C12
	C11
	C10
	120.00(12)
	 
	C38
	C39
	C34
	120.12(11)

	C13
	C12
	C11
	120.16(13)
	 
	C41
	C40
	C33
	119.69(10)

	C12
	C13
	C8
	120.34(12)
	 
	C45
	C40
	C33
	120.42(10)

	C15
	C14
	C7
	119.30(10)
	 
	C45
	C40
	C41
	119.88(10)

	C19
	C14
	C7
	121.54(10)
	 
	C42
	C41
	C40
	120.20(11)

	C19
	C14
	C15
	119.15(11)
	 
	C43
	C42
	C41
	119.68(12)

	C16
	C15
	C14
	120.13(12)
	 
	C44
	C43
	C42
	120.41(11)

	C17
	C16
	C15
	120.28(12)
	 
	C45
	C44
	C43
	120.17(12)

	C18
	C17
	C16
	119.99(12)
	 
	C44
	C45
	C40
	119.61(11)







	Table 6 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for MP2140.

	Atom
	x
	y
	z
	U(iso)

	H2
	3636.8(13)
	6752.9(10)
	2826.3(7)
	31.5(3)

	H3
	2569.2(14)
	7949.8(10)
	1847.0(8)
	34.1(3)

	H5
	5409.3(13)
	5884.4(10)
	-33.1(7)
	29.3(3)

	H6
	6415.8(12)
	4636.7(9)
	951.0(7)
	27.3(3)

	H9
	9464.2(14)
	3889.3(11)
	371.0(8)
	36.6(3)

	H10
	11539.9(16)
	3916.6(12)
	-777.4(8)
	43.7(3)

	H11
	13619.2(15)
	2327.5(13)
	-1053.2(8)
	44.5(4)

	H12
	13630.0(15)
	707.3(13)
	-178.9(9)
	45.6(4)

	H13
	11547.5(14)
	659.5(11)
	968.4(8)
	37.1(3)

	H15
	8909.5(14)
	518.6(10)
	820.3(8)
	36.5(3)

	H16
	8536.6(16)
	-1221.1(11)
	1403.1(10)
	45.2(4)

	H17
	8199.6(15)
	-1621.0(11)
	2850.5(10)
	44.7(4)

	H18
	8288.5(15)
	-298.7(11)
	3719.3(9)
	42.2(3)

	H19
	8651.9(14)
	1446.4(10)
	3145.9(8)
	34.4(3)

	H22
	5425.5(13)
	1287.5(10)
	1996.4(8)
	32.5(3)

	H23
	4187.8(15)
	108.3(11)
	1661.8(8)
	39.9(3)

	H24
	2122.8(14)
	-307.7(11)
	2662.0(9)
	38.9(3)

	H25
	1342.3(13)
	402.4(10)
	4015.8(8)
	34.5(3)

	H26
	2618.5(12)
	1539.7(9)
	4373.6(7)
	29.1(3)

	H28
	5247.6(13)
	849.8(10)
	4689.0(7)
	30.8(3)

	H29
	4972.5(13)
	1140.2(11)
	6107.3(8)
	36.2(3)

	H30
	4290.8(13)
	2980.7(12)
	6577.5(8)
	37.5(3)

	H31
	3885.4(13)
	4527.0(11)
	5634.0(8)
	35.2(3)

	H32
	4141.5(12)
	4247.9(10)
	4219.2(7)
	29.2(3)

	H35
	7594.8(13)
	2339.4(10)
	4783.5(7)
	30.3(3)

	H36
	8086.6(14)
	1844.9(11)
	6097.5(8)
	37.1(3)

	H37
	9789.6(14)
	2560.9(11)
	6482.7(8)
	38.5(3)

	H38
	11099.4(14)
	3691.2(11)
	5521.5(8)
	37.3(3)

	H39
	10672.8(13)
	4148.5(10)
	4183.1(7)
	30.9(3)

	H41
	11497.2(13)
	2712.3(10)
	2690.5(8)
	35.1(3)

	H42
	13165.0(14)
	3458.1(12)
	1605.7(9)
	43.7(3)

	H43
	12431.5(15)
	5347.9(12)
	1162.7(8)
	42.3(3)

	H44
	10031.6(16)
	6488.0(11)
	1777.6(9)
	42.1(3)

	H45
	8309.4(14)
	5723.4(10)
	2812.7(8)
	35.6(3)



Experimental 
Single crystals of C45H34N5O2P [MP2140] were investigated on a Rigaku, XtaLAB Synergy, Dualflex, HyPix diffractometer. The crystal was kept at 140.0(1) K during data collection. Using Olex2 [1], the structure was solved with the SIR2011 [2] structure solution program using Direct Methods and refined with the olex2.refine [3] refinement package using Levenberg-Marquardt 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. Burla, M.C., Caliandro, R., Camalli, M., Carrozzini, B., Cascarano, G.L., De Caro, L., Giacovazzo, C., Polidori, G., Siliqi, D., Spagna, R. (2007). J. Appl. Cryst. 40, 609-613.
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 C45H34N5O2P (M = 707.78 g/mol): triclinic, space group P1 (no. 2), a = 9.6316(1) Å, b = 12.3829(1) Å, c = 16.5174(2) Å, α = 83.2412(9)°, β = 73.268(1)°, γ = 72.8100(9)°, V = 1801.14(4) Å3, Z = 2, T = 140.0(1) K, μ(Cu Kα) = 1.046 mm-1, Dcalc = 1.3050 g/cm3, 33012 reflections measured (2Θ ≤ 160°), 7747 unique (Rint = 0.0222, Rsigma = 0.0184) which were used in all calculations. The final R1 was 0.0357 (I > 2σ(I)) and wR2 was 0.0919 (all data). 

Details:
1. Fixed Uiso
 At 1.2 times of:
  All C(H) groups
2.a Aromatic/amide H refined with riding coordinates:
 C2(H2), C3(H3), C5(H5), C6(H6), C9(H9), C10(H10), C11(H11), C12(H12),
 C13(H13), C15(H15), C16(H16), C17(H17), C18(H18), C19(H19), C22(H22), C23(H23),
  C24(H24), C25(H25), C26(H26), C28(H28), C29(H29), C30(H30), C31(H31),
 C32(H32), C35(H35), C36(H36), C37(H37), C38(H38), C39(H39), C41(H41), C42(H42),
  C43(H43), C44(H44), C45(H45)
This report has been created with Olex2, compiled on 2018.05.17 svn.r3504 for Rigaku Oxford Diffraction.





