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Table S1. Hydrogen bond metrics for compounds 1−3. 

 

Compound D–HA HA (Å) DA (Å) D–HA (°) 

1 N1−H1N···O6i 2.57 3.293 (6) 138 

 N1−H1N···O7i 1.78 2.653 (5) 164 

 O2−H2···O3 1.74 2.503 (5) 154 

 N1−H2N···O4 1.80 2.683 (5) 168 

 O6−H6···O5 1.54 2.352 (4) 177 

 C3−H3B···F1 2.26 2.872 (5) 120 

 C4−H4B···O5ii 2.59 3.277 (6) 128 

 C16−H16B···O1iii 2.37 3.150 (6) 137 

 C23−H23···F1iv 2.52 3.435 (6) 166 

2 N1−H1C···O7i 1.98 2.783 (4) 147 

 N1−H1D···O7 1.79 2.681 (3) 170 

 O2−H2···O1 1.71 2.480 (3) 154 

 O4−H4···O3ii 1.95 2.748 (3) 166 

 C1−H1A···O2iii 2.43 3.159 (4) 131 

 C1−H1B···O6 2.39 3.098 (4) 129 

 C2−H2A···F1 2.27 2.899 (4) 122 

 C4−H4A···O3iv 2.50 3.415 (5) 158 

 C15−H15B···O6v 2.59 3.457 (4) 148 

 C20−H20···O5vi 2.55 3.317 (4) 140 

3 N1−H1C···O3i 1.93 2.776 (3) 155 

 N1−H1D···O4ii 1.79 2.688 (3) 172 

 O2−H2···O1 1.80 2.522 (3) 146 

 O6−H6···O5iii 1.86 2.667 (3) 167 

 O8−H8···O5iv 1.86 2.673 (3) 171 

 C2−H2B···F1 2.16 2.846 (3) 126 

 C4−H4A···O6v 2.52 3.198 (3) 127 

 C4−H4B···O2vi 2.39 3.283 (4) 152 

 C15−H15B···O7vii 2.53 3.497 (4) 176 

 C16−H16B···O8iv 2.52 3.370 (4) 148 
 

Symmetry codes: 1, (i) x−1, y, z; (ii) −x+1, −y+1, −z+1; (iii) −x+2, −y, −z; (iv) x+1, y+1, z. 2, 
(i) −x+1, −y+2, −z+1; (ii) x, y, z+1; (iii) −x+1/2, −y+2, z+1/2; (iv) x, −y+3/2, z+1/2; (v) x+1/2, 
y, −z+1/2; (vi) x−1/2, y, −z+3/2. 3, (i) x, y, z−1; (ii) −x+2, −y+1, −z; (iii) x−1, y, z; (iv) −x+1, 
−y+1, −z+1; (v) −x+1, −y+1, −z; (vi) −x+1, −y+2, −z+1; (vii) x+1, y, z.  
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Table S2. Hydrogen bond metrics for compounds 4 and 5. 

Compound D–HA HA (Å) DA (Å) D–HA (°) 

4 N1−H1C···O6i 1.78 2.679 (2) 175 

 N1−H1D···O7ii 2.18 2.862 (2) 132 

 N1−H1D···O5iii 2.36 2.971 (2) 126 

 O2−H2···O1 1.79 2.538 (3) 152 

 N3−H3D···O5 2.04 2.693 (2) 132 

 N3−H3C···O6 1.99 2.650 (2) 133 

 O4−H4···O7ii 1.84 2.589 (2) 152 

 O8−H8A···O3iv 2.36 2.978 (4) 133 

 O8−H8B···O2v 2.41 3.047 (5) 135 

 C1−H1A···O5iii 2.55 3.048 (3) 112 

 C2−H2A···F1 2.26 2.915 (2) 124 

 C4−H4A···O8 2.31 3.242 (4) 160 

 C4−H4B···O4 2.37 3.251 (2) 150 

 C15−H15A···O3vi 2.49 3.369 (4) 150 

5 N1−H1C···O5i 1.87 2.763 (3) 172 

 N1−H1D···O9ii 1.84 2.734 (4) 172 

 O2−H2···O1 1.75 2.500 (4) 151 

 N3−H3C···O12iii 2.29 3.105 (14) 157 

 N3−H3C···O8 2.25 3.105 (5) 173 

 O7−H7A···O5iv 1.82 2.590 (3) 155 

 O8−H8A···O10v 2.41 3.062 (9) 137 

 O9−H9A···O4i 2.08 2.725 (5) 135 

 O10−H10A···O11vi 1.57 2.355 (17) 160 

 O10−H10B···O8vii 2.47 3.062(6) 130 

 C2−H2A···F1 2.20 2.860 (4) 125 

 C4−H4A···O2viii 2.57 3.378 (4) 141 
 

Symmetry codes: 4, (i) −x+3/2, y+1/2, −z+1/2; (ii) x−1, y, z; (iii) −x+1/2, y+1/2, −z+1/2; (iv) 
x−1, y−1, z; (v) −x+1, −y+2, −z; (vi) −x+2, −y+2, −z. 5, (i) x+1, y, z; (ii) −x+1, y+1/2, −z+1/2; 
(iii) x, −y+1/2, z+1/2; (iv) −x, y−1/2, −z+1/2; (v) −x+1, y−1/2, −z+3/2; (vi) x, y, z+1; (vii) 
−x+1, y+1/2, −z+3/2; (viii) −x, −y+1, −z. 
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Table S3. Molar extinction coefficients of norfloxacin salts in various media (mL mg–1 cm–1). 

 

Medium Nf 1 2 3 4 5 

Pure water 107.9 86.1 51.6 93.4 44.9 64.2 

0.1 M HCl 123.6 81.0 66.5 120.6 91.8 91.0 

 

 

 

(a) 

 

(b) 
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(c) 

 

(d) 

 

(e) 
 

Fig. S1. Simulated (black) and observed (red) PXRD patterns for compounds 1–5 (a–e). 
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(d) 

 

(e) 

 

Fig. S2. Experimental (black) and simulated (red) PXRD patterns for compounds 1–5 (a–e) 

after the dissolution experiment in pure water. 
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(e) 

 

Fig. S3. Experimental (black) and simulated (red) PXRD patterns for compounds 1–5 (a–e) 

after the dissolution experiment in 0.1M HCl. 
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Fig. S4. Infrared spectra of norfloxacin salts 1–5 (a–e). 

Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013



12 
 

 

 

 

 

 

 

 

Fig. S5. DSC curves of norfloxacin salts 1–5. 
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