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Table 1. Parameters used for the X-ray data collection

Crystal: colorless, irregular, size 0.1 x 0.1 x 0.1 mm
Wavelength: Mo K radiation (0.71073 A)
'R 53.90cm™’

Diffractometer: Stoe IPDS

Scan mode: 100 exposures, Ap = 2°
Tmeasurement: 293K

2Bmax: 56.3°

N(hkDunigue: 2662

Criterion for Io: I >2 o(ly)

N(param)refined: 164

Programs: SHELXS-86, SHELXL-93

GdHoN3014, triclinic, P1 (No. 2), a =6.692(1) A, b =9.588(2) A,
c=10622(2) A, o0 =63.70(1)°, P =84.68(1)°, Y=76.19(1)°, V=5933 A>,
Z=2, R(F) =049, Ru(F®) =0.125.
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Table 2. Final atomic coordinates and displacement parameters (in A

Atom Site X y z Un Un Uss U2 U3 Uxn

Gd 2i 0.25403(5) 0.15068(4) 0.20541(3) 0.0291(2) 0.0293(2) 0.0257(2) —0.0061(1) 0.0002(1) -0.0122(2)
NQ1) 2i 0.032(1) 0.2160(8) —0.0550(7) 0.041(3) 0.040(4) 0.032(3) -0.011(3) -0.005(3) -0.015(3)
o(11) 2i -0.050(1) 0.2830(8) 0.0220(6) 0.041(3) 0.044(3) 0.039(3) —0.004(3) 0.003(2) -0.022(3)
0(12) 2i 0.205(1) 0.1168(8) —0.0106(7) 0.042(3) 0.049(4) 0.047(3) 0.004(3) -0.009(3) -0.027(3)
0(13) 2i -0.048(1) 0.241(1) -0.1637(8) 0.058(4) 0.067(5) 0.047(4) —0.005(4) -0.022(3) —-0.033(4)
N(2) 2i 0.476(1) -0.1869(8) 0.3556(8) 0.038(3) 10.0343) 0.040(4) -0.001(3) —-0.008(3) -0.016(3)
o@2n 2i 0.440(1) —0.0833(8) 0.4059(7) 0.056(4) 0.041(3) 0.038(3) -0.004(3) -0.007(3) -0.023(3)
0(22) 2i 0.397(1) —0.1389(8) 0.2362(7) 0.045(3) 0.048(4) 0.040(3) —0.009(3) —0.005(3) -0.022(3)
0(23) 2i 0.578(2) —0.3203(9) 0.4191(9) 0.088(6) 0.038(4) 0.066(5) 0.014(4) -0.018(4) —-0.019(4)
N@3) 2i -0.022(1) 0.2873(9) 0.3753(8) 0.042(4) 0.047(4) 0.042(4) —0.006(3) 0.010(3) -0.030(3)
0O@31) 2i -0.007(1) 0.3592(8) 0.2426(7) 0.059(4) 0.045(4) 0.034(3) -0.001(3) 0.003(3) -0.011(3)
0(32) 2i 0.090(1) 0.1489(7) 0.4312(6) 0.051(3) 0.039(3) 0.038(3) -0.011(3) 0.007(3) -0.019(3)
0(33) 2i -0.137(2) 0.345(1) 0.4404(9) 0.078(6) 0.064(5) 0.059(4) 0.000(4) 0.019(4) -0.034(4)
o(w) 2 0.472(1) 0.2388(7) 0.3064(6) 0.059(4) 0.040(3) 0.037(3) —0.019(3) —0.006(3) -0.017(3)
o2w) 2 -0.017(1) —0.0064(7) 0.2804(6) 0.045(3) 0.039(3) 0.031(3) -0.010(3) 0.002(2) -0.013(2)
oa3w) 2 0.300(1) 0.4040(7) 0.0308(7) 0.045(3) 0.035(3) 0.040(3) —0.006(3) 0.001(3) -0.012(2)
O@4w) 2i 0.5932(9) 0.1148(8) 0.1061(7) 0.033(3) 0.052(4) 0.052(4) -0.007(3) 0.002(3) -0.031(3)
o(5wW)  2i 0.500(2) 0.4508(8) —0.2187(7) 0.090(6) 0.:039(4) 0.041¢%) 20.012¢4) 0.604(4) 0.019(3)




