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Anal. Calc. for CsHesoNgO11P2Fe (840.66): C, 42.86; H, 7.19; N, 15.00. Found: C, 42.68; H, 7.04; N,
14.98. IR (KBr, b, cm™t): 2966, 2865, 1649, 1567, 1385, 1207, 1148, 1087, 1021.
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IR (KBr, cm™): 3227 (N-H), 2953, 2873, 1438, 1286 (P=0), 1172, 1106, 906, 678.
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Empirical formula
Formula weight

Temperature (K)
Wavelength (A)
Crystal system
Space group

Unit cell dimensions

Volume (A3)

Z

Calculated density (g/cm?®)
Absorption coefficient (mm1)
F(000)

Crystal size (mm?)

Crystal color / habit

Theta range for data collection (°)
Index ranges

Reflections collected

Independent reflections
Completeness to theta = 25.00°
Absorption correction

Max. and min. transmission
Refinement method

Data / restraints / parameters
Goodness-of-fit on F?

Final R indices [I > 2o(1)]

R indices (all data)

Largest diff. peak and hole (e.A )

C15H30N3OP
299.39

100 (2)
0.71073
Monoclinic
P2,

a=10.971(9) A;b=7513(5) A; c =11.147 (8) A

£ =117.69 (3)°
813.6 (10)

2

1.222

0.170

328

0.15 x 0.08 x 0.05
colourless / blade
2.06 to 26.65

“12<h<13;-9<k<9;-13<1<13

5266

2820 [Rint = 0.0244]
88.20%

multi-scan / sadabs

0.9915 and 0.9749
Full-matrix least-squares on F2
2820/47190

1.074

R; =0.0471, wR, =0.1163
R: =0.0534, wR, = 0.1203
0.629 and -0.241

' Riding parameters
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Y S5 5 ond Bl (0) oy slodygl; g sism sloazgly (A) Jgb ¥ Jsix

P1-01 1.498 (3) N3-C11 1.475 (4)
P1-N1 1.631 (3) N1-H1IN 0.868 (19)
P1-N2 1.653 (3) N2-H2N 0.860 (19)
P1-N3 1.656 (3) N3—-H3N 0.881 (19)
N1-C1 1.443 (5) C1-H1A 1.000
N2-C6 1.462 (4) C2-H2A 0.990
01-P1-N1 108.25 (15) N2-P1-N3 98.74 (15)
01-P1-N2 113.69 (15) C1-N1-P1 127.8 (2)
01-P1-N3 117.79 (16) C6-N2-P1 1223 (2)
N1-P1-N2 109.14 (17) C11-N3-P1 123.1(2)
N1-P1-N3 108.74 (15)
01-P1-N1-C1 ~159.6 (2) 01-P1-N3-C11 -85.0 (3)
01-P1-N2-C6 43.8 (3)

Y S5 Sian slotian ¥ Josx
D—H. A d(D—H) d(H...A) d(D..A) Z(DHA)
NI—HIN..O1#1 0868 (19)  2.06 (2) 2.878 (4) 156 (4)
N3—H3N...01#2 0.881(19)  217(2) 3.028 (4) 163 (3)

Symmetry transformations used to generate equivalent atoms: #1: —x + 1,y — % —Z+1;#2: x+1,y+

1
= —z+1.
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