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Supplementary Table:  Solvates and Adducts of Sulfathiazole


Solvate
cell
Stoichiometry
Structure Type

1. 
( Butyrolactone
8.686 19.187 9.354 90.00 91.03 90.00
1:1
clathrate

2. 
( Valerolactone
8.417 20.975 9.472 90.00 93.83 90.00
1:1
clathrate

3. 
( Valerolactone
8.583 20.625 9.520 90.00 93.66 90.00
1:1
clathrate

4. 
(-) sparteine
16.6757 11.7710 19.061 90.0 117.709 90.0
4:2
clathrate

5. 
(-angelica lactone
8.191 21.111 9.570 90.00 94.20 90.00
1:1
clathrate

6. 
(-Butyrolactone
8.735 21.643 8.606 90.0 98.76 90.00
1:1
clathrate

7. 
(-caprolactone
11.44 14.224 15.323 90.0 111.69 90.0

clathrate

8. 
(-decanolactone




9. 
(-dodecyllactone




10. 
(-hexanolactone
8.626 20.798 28.754 90.0 74.99 90.0
1:2
clathrate

11. 
(-Me-(-butyrolactone
8.392 21.206 9.302 90.00 93.121 90.0
1:1(disorder)
clathrate

12. 
(-Octanoic Lactone
9.074 16.430 41.738 90.00 90.00 90.00
2:1
clathrate

13. 
(-undecanoic lactone




14. 
1,3-diaminopropane
8.217 8.217 22.5413 90.0 90.0 90.0 
1:1
co-crystal

15. 
1,6-diacetylaminohexane




16. 
1,6-dicyanohexane
8.010 20.820 8.990 90.0 94.65 90.0
2:1
clathrate

17. 
2-acetobutyrolactone




18. 
2 acetylfuran




19. 
2-Methylcyclopentanone
8.550 21.491 9.215 90.00 90.28 90.00
1:1(disorder)
clathrate

20. 
2Methyl imidazole I
12.179 9.6098 13.353 90.0 101.92 90.0
1:1
co-crystal

21. 
2Methyl imidazoleII
17.562 42.720 8.291 90.0 90.0 90.0
1:1
co-crystal

22. 
3(4-morpholino)-1-propylamine




23. 
4-acetyl piridine




24. 
4-methylcyclohexanone
6.572 12.959 21.533 90.00 92.483 90.00
1:1
clathrate

25. 
4-Methylthiazole
8.16 12.44 15.63 90.0 96.883 90.0
1:1
co-crystal

26. 
4-Methoxy2(5H)furanone
8.1908 20.9463 9.5363 90.0 94.027 90.0
1:1
clathrate

27. 
4-Methylthiazole
8.16 12.44 15.63 90.0 96.883 90.0
1:1
co-crystal

28. 
4-n-propylcyclohexanone




29. 
Acetone
8.322 16.020 11.352 90.00 100.29 90.00
1:1
clathrate

30. 
Acetonitrile
10.741 7.592 16.748 90.0 103.987 90.0
1:1
clathrate

31. 
Acetyl ( caprolactam




32. 
Acetylcyclopentanone




33. 
Adiponitrile
8015 17.398 10.077 90.0 101.31 90.0
2:1
clathrate

34. 
Atelanitrile




35. 
Azelanitrile
8.363 21.146 9.115 90.0 95.762 90.0
2:1
clathrate

36. 
Barbituric Acid




37. 
Brucine 




38. 
Bromobutyrolactone




39. 
Butylimidazole




40. 
Butyronitrile 
8.247 21.019 9.074 90.0 96.534 90.0
1:1
clathrate

41. 
Cyanopyrrolidone
12.213 20.550 13.583 90.0 97.028 90.0                           
2:1
clathrate

42. 
Cycloheptanone
6.613 12.074 22.085 90.00 93.44 90.00
1:1(disorder)
clathrate

43. 
Cyclohexanitrile
9.112 18.99 10.59 90.0 101.37 90.0
2:1
clathrate

44. 
Cyclohexanol
8.541 12.401 8.836 90.00 102.96 90.00
1:1
clathrate

45. 
Cyclohexanone
6.487 12.332 22.259 90.00 94.186 90.00
1:1(disorder)
clathrate

46. 
Cyclohexylamine
8.081 16.676 13.169 90.0 104.560 90.0
1:1
co-crystal

47. 
Cyclooctanone
8.783 14.728 23.800 90.00 98.46 90.00
2:1
clathrate

48. 
Cyclopentanol
20.705 11.385 14.136 90.00 99.02 90.00
1:1
clathrate

49. 
Cyclopentanone
8.454 20.699 9.487 90.00 92.366 90.00
1:1
clathrate

50. 
Cyclopropane nitrile
9.179 16.907 39.202 90.0 90.0 90.0
1:1
clathrate

51. 
cyclopropylpyrrolidone




52. 
DABCO salt
6.6405 15.246 17.34 90.0 90.0 90.0
1:1
co-crystal

53. 
Diazabicyclononene
10.1262 10.753 15.807 90.0 90. 0 90.0
1:1
clathrate

54. 
Diethyladipate 
16.844 19.378 28.0419 90.0 90.0 90.0
3:1
clathrate

55. 
Diethyl ketone




56. 
Diethyl suberate




57. 
Diethylenetriamine Salt




58. 
Diethyleneglycol dimethyl ether




59. 
Diethylmalonate
8.409 16.640 11.274 90.00 101.37 90.00
2:1
clathrate

60. 
Diethyloxalate
8.416 17.394 10.347 90.0 104.70 90.00
1:1
clathrate

61. 
Dihydro5methoxyfuran2one




62. 
Diisobutylketone




63. 
Dimethylaminoacetonitrile




64. 
Dimethylcyanamide




65. 
Dimethylhydrazine
18.157 8.319 20.62 90.0 115.64 90.0
2:2
co-crystal

66. 
Dimethylacetamide




67. 
Dimethylacetonedicarbonate




68. 
DimethylpropyleneUrea
16.533 9.996 19.810 90.0 112.26 90.0
2:2
co-crystal

69. 
Dioxa-1,12 dodecadiamine




70. 
Dioxane, CSSR
9.424 17.195 19.560 90.00 90.00 90.00
1:1
clathrate

71. 
e-caprolactam
11.448 14.224 15.323 90.00 111.6 90.00
1:2
clathrate

72. 
e-caprolactone




73. 
Ethylene carbonate




74. 
Ethylene diamine salt I
10.8376 11.8258 22.3214 89.995 89.858 89.9822 
1:1
co-crystal

75. 
Ethylene diamine salt II
8.063 22.452 8.056 90.0 94.856 90.0 
1:1
co-crystal

76. 
Ethylene Trithiocarbonate




77. 
Guanidinium Hydrate
7.629 8.777 11.305 101.35 92.99 97.45
1:1:1
co crystal

78. 
Guanidinium Carbonate




79. 
Hexamethylene imine




80. 
L-lactide MeOH First crop




81. 
Methylisoxazole
8.363 21.353 9.097 90.00 93.37 90.00
1:1
clathrate

82. 
Methylpyruvate /CHCl3




83. 
Morpholine
6.592 15.155 15.689 90.0 90.0 90.0
1:1
co-crystal

84. 
Morpholine-N-nitrile
8.3551 18.879 10.777 90.0 96.79 90.0
1:1
clathrate

85. 
N,N dibutyl formamide
16.616 16.088 12.630 90.00 110.69 90.00
2:1
clathrate

86. 
N,N-dimethylacetamide




87. 
Dimethylethylene urea
8.050 11.492 15.552 77.45 88.64 88.64
2:1
clathrate

88. 
N-acetylmorpholine   I




89. 
N-acetylmorpholine   II
12.1793 9.6098 13.3527 90.0 101.9205 90.0
1:1
clathrate

90. 
N-ethylmethane




91. 
N-ethylpyrrolidone




92. 
N-ethylurethane




93. 
N-formyl piperidine
10.539 12.189 13.981 95.29 107.38 90.63
2:2
clathrate

94. 
N Methyl acetamide
8.1642 10.602 35.136 90.0 90.0 90.0
1:1
cocrystal

95. 
N-methylpiperazine
8.4007 11.1423 17.7464 90.0 90.0 90.0
1:1
co-crystal

96. 
N-methylpyrolidine
9.26 12.69 13.94 90.0 90.0 90.0
1:1
co-crystal

97. 
N-nitrosopyrrolidine 
6.2040 12.672 20.35 90.0 9.0 90.0
1:1
cocrystal

98. 
N-Octylpyrrolidine




99. 
Nonanoic-lactone 
16.815 19.809 9.471 90.00 90.00 90.00
1:1
clathrate

100. 
n-propanol




101. 
Octylpyrrolidone




102. 
p-cresol




103. 
Piperidine                    
6.948 14.868 15.958 90.0 90.0 90.0
1:1
co-crystal

104. 
Proprionitrile
9.045 16.86 39.421 90.0 90.0 90.0
2:2
clathrate

105. 
Propylene Carbonate
8.628 21.150 9.135 90.00 97.70 90.00
1:1
clathrate

106. 
pyridazine
8.390 18.813 9.540 90.0 102.54 90.0
1:1
co-crystal

107. 
Pyridylpiperazine




108. 
Pyrrolidone




109. 
Sebaconitrile
8.523 21.073 9.0687 90.0 83.463 90.0
2:1
clathrate

110. 
Sodium salt of ST




111. 
Sulfate salt of ST
11.848 23.179 17.760 90.0 90.0 90.0
2:1 
co-crystal

112. 
Sulfuric acid in n-propanol




113. 
Sulpholane
6.036 21.020 12.791 90.00 94.44 90.00
1:1
clathrate

114. 
Tetrahydrofuran 
9.515 16.675 19.249 90.00 90.00 90.00
2:2
clathrate

115. 
Tetramethylene Sulfone
15.51 8.498 17.44 90.0 112.81 90.0



116. 
Tetramethylguanidine
10.449 13.331 13.664 90.0 110.38 90.0
1:1
co-crystal

117. 
Tetraoxospiroundecane
9.016 20.494 20.406 90.00 90.00 90.00
1:1
clathrate

118. 
Tetronic acid
7.244 14.287 14.782 90.00 101.28 90.00
1:1
co-crystal

119. 
Thioxane




120. 
Tributyl phosphate




121. 
Triethyl citrate




122. 
Triethylphosphate
8.864 24.612 19.640 90.00 90.00 90.00
1:1
clathrate

123. 
Trimethylacetamide  




124. 
Undecanolide
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