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SUPPLEMENTARY DATA

Direct-space structure solution from laboratory powder diffraction data of an organic cocrystal:  1,2,3-trihydroxybenzene-HMTA (1/1).

M.Tremayne & C.Glidewell

Fractional atomic coordinates and isotropic displacement parameters (Å2) for the refined crystal structure of the 1:1 adduct of 1,2,3-trihydroxybenzene:HMTA.

Atom
x
y
z
Uiso







C11
0.156(1)
-0.084(2)
0.150(1)
0.024(3)

C12
0.217(1)
0.061(2)
0.110(1)
0.024(3)

C13
0.347(1)
0.053(2)
0.103(1)
0.024(3)

C14
0.411(1)
-0.086(2)
0.149(1)
0.024(3)

C15
0.348(1)
-0.225(2)
0.190(1)
0.024(3)

C16
0.220(1)
-0.222(2)
0.191(1)
0.024(3)

O11
0.0315(7)
-0.066(1)
0.1603(6)
0.026(2)

O12
0.1508(7)
0.196(2)
0.0648(6)
0.026(2)

O13
0.4031(7)
0.176(1)
0.0537(6)
0.026(2)

H11
-0.003
0.060
0.153
a

H12
0.198
0.273
0.029
a

H13
0.488
0.199
0.070
a

H14
0.515(2)
-0.084(10)
0.150(5)
0.05

H15
0.399(3)
-0.337(10)
0.222(2)
0.05

H16
0.170(3)
-0.330(10)
0.225(3)
0.05







C21
0.890(1)
0.356(2)
0.0426(7)
0.032(2)

N21
0.866(1)
0.244(2)
0.1144(7)
0.033(2)

C22
0.665(1)
0.396(2)
0.0205(6)
0.032(2)

N22
0.784(1)
0.499(2)
0.0327(7)
0.033(2)

C23
0.744(1)
0.145(1)
0.1006(8)
0.032(2)

N23
0.638(1)
0.281(2)
0.0900(7)
0.033(2)

C24
0.862(1)
0.353(2)
0.1887(6)
0.032(2)

N24
0.755(1)
0.490(2)
0.1808(6)
0.033(2)

C25
0.777(1)
0.602(1)
0.1097(8)
0.032(2)

C26
0.639(1)
0.385(2)
0.1648(7)
0.032(2)

H211
0.976(2)
0.435(5)
0.053(3)
0.07

H212
0.891(4)
0.274(5)
-0.011(1)
0.07

H221
0.590(2)
0.504(5)
0.017(3)
0.07

H222
0.670(4)
0.321(6)
-0.036(1)
0.07

H231
0.724(3)
0.062(5)
0.154(2)
0.07

H232
0.751(3)
0.061(5)
0.047(2)
0.07

H241
0.846(4)
0.268(5)
0.242(1)
0.07

H242
0.948(2)
0.431(5)
0.199(3)
0.07

H251
0.693(4)
0.699(6)
0.104(2)
0.07

H252
0.859(4)
0.693(6)
0.118(2)
0.07

H261
0.558(2)
0.483(5)
0.164(3)
0.07

H262
0.632(4)
0.287(5)
0.216(1)
0.07







a denotes hydroxyl H atoms placed in positions calculated from the coordinates of the hydrogen-bond donor and acceptors.  These atoms were not included in the refinement.

Interatomic bond distances (Å) and angles (º) in the refined crystal structure of the 1:1 adduct of 1,2,3-trihydroxybenzene:HMTA.







C11—O11
1.361(8)

C14—H14
1.11(2)

C11—C12
1.395(9)

C15—H15
1.09(2)

C11—C16
1.363(9)

C16—H16
1.10(2)

C12—O12
1.391(8)




C12—C13
1.410(8)




C13—O13
1.347(8)




C13—C14
1.414(9)




C14—C15
1.384(9)




C15—C16
1.376(9)




C21—N21
1.466(9)

C21—H211
1.09(2)

C21—N22
1.523(9)

C21—H212
1.08(2)

C22—N22
1.477(9)

C22—H221
1.11(2)

C22—N23
1.456(9)

C22—H222
1.09(2)

C23—N21
1.492(9)

C23—H231
1.10(2)

C23—N23
1.498(9)

C23—H232
1.08(2)

C24—N21
1.464(9)

C24—H241
1.09(2)

C24—N24
1.505(9)

C24—H242
1.09(2)

C25—N22
1.481(9)

C25—H251
1.14(2)

C25—N24
1.454(10)

C25—H252
1.09(2)

C26—N23
1.456(9)

C26—H261
1.10(2)

C26—N24
1.463(9)

C26—H262
1.11(2)







O11—C11—C12
118(1)

C13—C14—H14
118(2)

O11—C11—C16
119(1)

C15—C14—H14
121(2)

C12—C11—C16
122(1)

C14—C15—H15
120(2)

O12—C12—C11
121(1)

C16—C15—H15
120(2)

O12—C12—C13
119(1)

C11—C16—H16
120(2)

C11—C12—C13
119(1)

C15—C16—H16
120(2)

O13—C13—C12
119(1)




O13—C13—C14
124(1)




C12—C13—C14
118(1)




C13—C14—C15
121(1)




C14—C15—C16
120(1)




C11—C16—C15
120(1)




N21—C21—N22
108(1)

N21—C21—H211
108(2)

C21—N21—C23
107(1)

N21—C21—H212
114(2)

C21—N21—C24
115(1)

N22—C21—H211
108(2)

C23—N21—C24
109(1)

N22—C21—H212
107(2)

N22—C22—N23
111(1)

H211—C21—H212
112(2)

C21—N22—C22
109(1)

N22—C22—H221
108(2)

C21—N22—C25
106(1)

N23—C22—H221
104(2)













C22—N22—C25
108(1)

N22—C22—H222
108(2)

N21—C23—N23
113(1)

N23—C22—H222
116(2)

C22—N23—C23
106(1)

H221—C22—H222
110(2)

C22—N23—C26
114(1)

N21—C23—H231
109(2)

C23—N23—C26
103(1)

N21—C23—H232
108(2)

N21—C24—N24
107(1)

N23—C23—H231
105(2)

C24—N24—C25
106(1)

N23—C23—H232
108(2)

C24—N24—C26
110(1)

H231—C23—H232
114(2)

C25—N24—C26
106(1)

N21—C24—H241
115(2)

N22—C25—N24
118(1)

N24—C24—H241
107(2)

N23—C26—N24
114(1)

N21—C24—H242
111(2)




N24—C24—H242
110(2)




H241—C24—H242
107(2)




N22—C25—H251
106(2)




N22—C25—H252
110(2)




N24—C25—H252
111(2)




N24—C25—H251
104(2)




H251—C25—H252
108(2)




N23—C26—H261
108(2)




N23—C26—H262
110(2)




N24—C26—H261
111(2)




N24—C26—H262
104(2)




H261—C26—H262
109(2)







Selected intermolecular distances (Å) and angles (º) in the refined crystal structure of the 1:1 adduct of 1,2,3-trihydroxybenzene:HMTA.





D—H…...A
D …...A
D—H…...A





O11—H11…...N21i
2.90(1)
153(1)

O12—H12…...N22ii
2.79(1)
150(1)

O13—H13…...N23iii
2.69(1)
169(1)





C16—H16…...Cgiv
3.69(1)
139(1)

C22—H222…...Cgv
3.64(1)
165(1)





Cg denotes the centroid of the trihydroxybenzene ring.

Symmetry codes

i)
1-x,y,z

ii)
1-x,1-y,-z

iii)
x,y,z

iv) 0.5-x,-0.5+y,0.5-z

v) -x,-y,-z

