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Table S1  Powder X-ray diffraction data of OH-Gd.
lobs | dobs, A | lcaic™ deale, A** hkl
23 | 6.05 19 6.023 011
8 4.987 3 4971 002
48 | 4.761 61 4.751 100
13 | 4.170 11 4.155 012
17 | 3.746 16, 4 3.731, 3.730 11-1,111
30 | 3.554 43 3.538 021
30 | 3.452 36, 13 3.435,3.434 10-2, 102
81 | 3.138 90, 100 3.128, 3.128 11-2,112
25 | 3.046 38 3.036 013
39 | 2972 78 2.961 120
100 | 2.849 85, 92 2.838, 2.838 12-1,121
59 | 2.570 81,64,11 | 2.559, 2.558, 2.544 11-3, 113,122
5 2.495 2,7 2.494,2.485 023, 004
7 2.458 13 2.446 031
18 | 2.374 21, 27 2.376, 2.361 200, 014
19 | 2.261 2,38 2.267,2.251 210, 032
10 | 2.238 15 2.229 130
27 | 2.215 9,17, 20 2.210, 2.208, 2.208 211,12-3,123
8 2.186 6, 12 2.202,2.175 104, 13-1
4 2.144 6 2.143 202
8 2117 2,13 2.115,2.114 11-4, 114
4 2.068 4,4 2.063, 2.062 21-2,212
14 | 2.041 7,20 2.034,2.034 13-2,132
3 2.017 4 2.008 033
25 | 1.979 29, 29 1.972,1.972 22-1,221
2 1.930 3 1.923 015
6 1.902 1,11 1.904, 1.893 124, 040
18 | 1.876 38, 34 1.871,1.871 21-3,213
17 | 1.778 4,17, 22 1.783,1.771,1.770 115, 034, 042
19 | 1.767 23,19 1.760, 1.759 025, 140
5 1.710 4,10 1.704, 1.704 23-1, 231
9 1.685 23,13 1.675, 1.675 21-4,214
20 | 1.664 19, 20 1.660, 1.659 13-4,134
16 | 1.640 26, 19 1.634, 1.634 23-2,232
4 1.588 9 1.584 300
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8 1.570 4,3 1.564, 1.562 224,035

3 1.523 10 1.518 026

2 1.514 3 1.509 30-2

1 1.505 4 1.506 044

4 1.485 3,3,55 1.484, 1.484, 1.480, 1.480 13-5, 135, 31-2, 312
2 1.468 1,33 1.464, 1.464, 1.461 24-1, 241, 320

7 1.450 10,11 1.446, 1.446 32-1, 321

5 1.435 53,7,9 1.436, 1.436, 1.428, 1.428 14-4,144,15-1, 151
6 1.424 1,2,5,6 1.420, 1.420, 1.419, 1.419 23-4,234,24-2, 242
5 1.412 6,4 1.414,1.414 22-5, 225

5 1.406 11,13 1.404, 1.404 31-3, 313

1 1.344 1,21 1.352,1.342, 1.339 243, 330, 117

*Only reflections with lcac > 1 are taken into account.

**Calculated for unit cell parameters obtained from single-crystal data.
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Fractional coordinates, equivalent displacement parameters of atoms (Ueq, A?) and site

Site X y z Ueq s.o.f.
A 0.0007(2) 0.8922(1) | 0.1697(1) 0.0067(1) | Yoezs(5)Cao.2755)Ce0.1065)
X 0 05 0 0.0102(3) | Fe*osr)
z —-0.5446(8) | 1.0866(4) | 0.3356(3) 0.0068(8) | Be
T 0.5193(2) 1.2227(1) | 0.0788(1) 0.0093(2) | Si
0o1 0.2388(5) 0.9118(3) | —0.0311(2) 0.0130(6) | O
02 0.3057(5) 1.1536(3) | 0.1954(2) 0.0131(5) | O
03 0.3152(5) 0.8938(2) | 0.3561(2) 0.0130(6) | O
O4 | -0.3261(4) |0.7140(3) | 0.0491(2) 0.0118(55) | O
1] —0.2083(5) 1.0882(3) 0.3310(2) 0.0147(6) (OH)0.705(5)00.295(5)

Note: Ueq is defined as one third of the trace of the orthogonalized Uj; tensor.

Table S3  Anisotropic atomic displacement parameters for OH-Gd1.

Site Un Uz, Uss U Uis Uz

A | 0.0052(2) | 0.0083(2) | 0.0066(2) | —0.0003(1) | —0.0006(1) | —0.0008(1)
X | 0.0072(4) | 0.0152(5) | 0.0082(4) | —0.0003(3) | 0.0002(3) | —0.0023(3)
Z 0.006(1) | 0.007(1) | 0.007(2) | —0.002(1) | 0.001(1) 0.001(1)
T | 0.0080(4) | 0.0105(3) | 0.0095(4) | 0.0000(3) | 0.0007(3) | 0.0007(2)
O1 | 0009(1) | 0.014(1) | 0.015(1) | 0.004(1) | 0001(1) | -0.001(1)
02 | 0010(1) | 0.018(1) | 0011(1) | —0.003(1) | 0.002(1) | 0.002()
03 | 0014(1) | 0010(1) | 0.015(1) | 0.002(1) | —0.002(1) | 0.001(1)
04 | 0012(1) | 0.013(1) | 0.010(1) | —0.001(1) | —0.002(1) | 0.003()
@ | 0010(1) | 0.020(1) | 0.015(1) | 0.000(1) | 0002(1) | -0.000(1)




