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Figure S1. ORTEP illustration of 1. Ellipsoids shown at 50% probability level. Superscript
donates symmetry transformations i =-x+1, -y+1, -z; ii = -x+2, y+1/2, -z+1/2; iii = x-1, -
y+1/2, z-1/2.
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Figure S2. ORTEP illustration of 2. Ellipsoids shown at 50% probability level. Superscript
donates symmetry transformations i = x-1, vy, z; ii = -x+1, y-2, z+1; iii = -x+2, -y+2,-z-1.
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Figure S3. ORTEP illustration of 3. Ellipsoids shown at 50% probability level. Superscript
donates symmetry transformations i = -x+1, y-1/2, -z+3/2; ii = -x+2, -y+1, -z+2; iiix+1, -
y+3/2, z+1/2.
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Figure S4. ORTEP illustration of 4. Ellipsoids shown at 50% probability level. Superscript
donates symmetry transformations i = -x+2, -y+1, -z+1; ii = x-1, y, z; iii = x+3, -y+1, -z+1.
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Powder X-Ray Diffraction
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Figure S5. Observed PXRD pattern (black) for Compound 1 compared to calculated from
CIF (blue)
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Figure S6. Observed PXRD pattern (black) for Compound 2 compared to calculated from

CIF (blue)
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Figure S7. Observed PXRD pattern (black) for Compound 3 compared to calculated from
CIF (blue)
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Figure S8. Observed PXRD pattern (black) for Compound 4 compared to calculated from
CIF (blue)
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Figure S9. Observed PXRD pattern (black) for known uranyl pyrazine compound
[UO,(CsH3N,0,),(H20)]18(H,0)* (CSD Refcode: TIXPAR) compared to calculated from CIF
(blue).
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Figure S10. Observed PXRD pattern (black) for known uranyl pyridine material
[UOZ(CGH4N102)2]2 compared to calculated from CIF (blue)
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Figure S11. Observed PXRD pattern (black) for known uranyl pyrazine compound
[UO,(CsH3N,0,)(0OH)]* compared to calculated from CIF (blue)
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Figure S12. Observed PXRD pattern (black) for known uranyl oxalate compound
[(UO,),(C,04)(0OH),(H,0)]B(H,0) (ICSD Refcode 105537). compared to calculated from
CIF (blue).
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Thermogravimetric Analysis
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Figure S13. TGA of compound 1 showing 36% decrease in mass. Calculated mass of organic = 34%
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SI Figure S14. TGA of compound 2 showing 30% decrease in mass. Calculated mass of organic = 30%
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SI Figure S15. TGA of compound 3 showing 38% decrease in mass. Calculated mass of organic = 35%
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SI Figure S16. TGA of compound 4 showing 28% decrease in mass. Calculated mass of organic = 31%



Electronic Supplementary Material (ESI) for CrystEngComm

This journal is © The Royal Society of Chemistry 2011

Elemental Analysis

Compound 1

ELEMENT OBS CALC

C 19.44 % 19.26 %

N 3.08 % 3.21 %

H 1.01 % 0.92 %
Compound 2

ELEMENT OBS CALC

C 17.80 % 17.60 %
N 331% 3.42%
H 131% 1.22%
Compound 3

ELEMENT OBS CALC

C 15.99 % 15.89 %
N 6.08 % 6.18 %
H 1.18% 0.66 %
Compound 4

ELEMENT OBS CALC

C 1512 % 14.08 %
N 6.11% 6.61%
H 1.42 % 0.93 %
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Fluorescence
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SI Figure 17. Fluorescence of compound 1
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SI Figure 18. Fluorescence of compound 2
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SI Figure 19. Fluorescence of compound 3
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SI Figure 20. Fluorescence of compound 4
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Bond valence calculation for bridging oxygen 03 in Compound 245

Atom | Bond Length | Valence Contribution
U1 2.306 0.604780212
u2 2.306 0.604780212
Total Valence 1.209560423

Bond valence calculation for bridging oxygen 03 in Compound 445

Atom | Bond Length | Valence Contribution
Ul 2.333 0.574122038
u2 2.317 0.592097016
Total Valence 1.166219055
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