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Compound 4 7 8
Formula Ca4H 36N 203P2Ru "kitk .1/11 0 "kitk .1/11 0
Fw 803.76 AKWG A A KWG A I
T, K 100 100 100
I, A 1.54178 0.71073 1.54178
Crystal symmetry Monoclinic Monoclinic Monoclinic
Space group P2/n P2/c C2/c
a,A 13.7700(4) 13.1063(8) 16.7723(14)
b, A 9.5479(3) 14.9846(6) 10.7193(10)
c,A 27.9662(8) 18.8647(9) 19.5464(13)
a 90 90 90
b 95.449(2) 108.890(6) 101.826(4)
g 90 90 90

t

k



tt

Cell volume, A3 3660.23(19) 3505.3(3) 3439.6(5)

Z 4 4 4

De Mg m-3 1.459 1.419 1.446

Absorption coefficient, mm-1 | 4.644 0.576 4.866

F(000) 1648 huk t t huk t t

Crystal size/ mm 0.30x0.25x0.20 | 0.25x 015 x 010 0.20 x 0.10 x 0.05
qg limits, ° 3.175- 68.344 4.212- 25.999 4.622- 67.680
Reflections collected 46483 23038 24870

Unique obs. Reflections 6505 [Rut = 0.0922] [+ W} loaf@uly 6 Y Kt Y K Kas@uly 6 Y N
[Fo > 43(':0)]

Goodness-of-fit-on F2 1.035 huo Y WA huo Yy Wt

R1 (F)2, wR2 (F2) [I > 25(1)] 0.0480, 0.1161 |0.0575, 0.1209 0.0671, 0.1476
Largest diff. peak and hole, e.| 1.174 and-1.086 | 0.714 and-0.640 0.847 and-1.571
CCDC 2326582 2326583 2326584
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Compound 4

Formula CssHesO4P2Ru
Fw 953.08

T, K 100(2)

I, A 1.54178

Crystal symmetry Triclinic

Space group P-1

a,A 9.9781(13)

b, A 12.0328(15)

c A 22.364(3)

a 93.268(7)

b 99.999(7)

g 113.041(6)

Cell volume, A3 2410.1(5)

z 2

Dc, Mg m-=3 1.313

nMo-Ka), mm-? 3.607

F(000) 1002

Crystal size/ mm 0.10 x 0.04 x 0.04
g limits, ° 2.025 to 58.925
Reflections collected 31303

;JFTS“‘Z (OFE)S]' Reflections 6848 [R(int) = 0.1227]
Goodness-of-fit-on F? 1.041

Ri(F)2, WR2 (F?) [I > 25 (I)]® 0.1067, 0.2651
Largest diff. p;ik and hole, e. 1592 and-0.783

BAR1= G|Fol- |Fell/ S|Fo|.P WR2 = [SW(Fo2-F2)% Sw(Fo2)?]Y2where w = 1/[s2(Fo?) +(aP)>+ bP] where P = (2 +

F2)/3.
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Metal centre

Ru-P1 2.355(2)

Ru-P2 2.348(2)

Ru-O1 2.108(5)

Ru-O3 2.216(5)

Ru-N2 2.109(7)

Ru-C8 1.81(1)
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