Electronic Supplementary Material (ESI) for CrystEngComm.
This journal is © The Royal Society of Chemistry 2015

Synthetic Strategies for New Vanadium Oxyfluorides Containing Novel
Building Blocks: Structures of V(IV) and V(V) Containing SrsV;0sF 3,

Pb7V40gF18, Pb2V02F5, and szVOF6

*

Jeongho Yeon," Justin B. Felder,' Gregory Morrison," and Hans-Conrad zur Loye,’

1Departmen‘[ of Chemistry and Biochemistry, University of South Carolina, Columbia, SC 29208

Corresponding Authors: *E-mail: zurloye@mail.chem.sc.edu

Figure S1. The experimental and calculated powder X-ray diffraction data for SrsV3;OsF 3
Figure S2. The experimental and calculated powder X-ray diffraction data for Pb;V4OsF 3
Figure S3. The experimental and calculated powder X-ray diffraction data for Pb,VO,Fs

Figure S4. The experimental and calculated powder X-ray diffraction data for Pb,VOFg

Figure SS. UV-vis diffuse reflectance spectroscopy data for Sr4V3OsF 3, Pb;V4OgF 5, Pb, VO, Fs,
and Pb,VOFg

Table S1. Full bond valence sum calculation results


mailto:zurloye@mail.chem.sc.edu

Figure S1. The experimental and calculated powder X-ray diffraction data for SrsV3;OsF;s.
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Figure S2. The experimental and calculated powder X-ray diffraction data for Pb;V4OgFs.
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Figure S3. The experimental and calculated powder X-ray diffraction data for Pb,VO,Fs.
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Figure S4. The experimental and calculated powder X-ray diffraction data for Pb, VOFg.
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Figure S5. UV-vis diffuse reflectance spectroscopy data for SrsV30sF3, Pb;V4O5F s, Pb,VO,Fs,

and Pb2VOF6.
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Table S1. Full bond valence sum calculation results.

SrsV30sF13 Srl F1 2.447 -0.428 -1.157 0.315
F2 2.505 -0.486 -1.314 0.269

F5 2.515 -0.496 -1.341 0.262

F1 2.556 -0.537 -1.451 0.234

F4 2.578 -0.559 -1.511 0.221

F3 2.579 -0.560 -1.514 0.220

Fr7 2.618 -0.599 -1.619 0.198

F6 2.625 -0.606 -1.638 0.194

02 2.695 -0.577 -1.559 0.210

2.12

Sr2 F2 2.447 -0.428 -1.157 0.315
F2 2.489 -0.470 -1.270 0.281

F1 2.49 -0.471 -1.273 0.280

F4 2.584 -0.565 -1.527 0.217

F6 2.6 -0.581 -1.570 0.208

F3 2.625 -0.606 -1.638 0.194

0o1 2.626 -0.508 -1.373 0.253

F5 2.628 -0.609 -1.646 0.193

F4 2.67 -0.651 -1.759 0.172

F1 2.743 -0.724 -1.957 0.141

2.11

V1 02 1.6 0.203 0.549 1.731
0o1 1.724 0.079 0.214 1.238

F3 1.887 -0.177 -0.478 0.620

F5 1.904 -0.194 -0.524 0.592

F4 1.97 -0.260 -0.703 0.495

F2 2.227 -0.517 -1.397 0.247

4.92

V2 F7 1.63 0.173 0.468 1.596
F6 1.784 -0.074 -0.200 0.819

0o1 1.937 -0.134 -0.362 0.696

F6 1.956 -0.246 -0.665 0.514

0o1 1.973 -0.170 -0.459 0.632

F7 2.262 -0.459 -1.241 0.289

4.55
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