Improving the antimycobacterial drug clofazimine
through formation of ionic liquids by combination
with fluoroquinolones
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1. Spectral Data
1.1 [CIf][Nf]
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[CIf][Nf]; 6H (DMSO-d6, 400 MHz) 8.94(s, 1H,N3), 7.88 (m, 3H, N7 and ClLar), 7.61(m, 3H, CLar),
7.44 (m, 4H,CLar), 7.20 (m, 3H, CLar and N10), 6.72 (s, 1H,CLar), 6.45 (m, 1H, CL19), 5.20 (s,
1H,ClLar), 4.58 (m, 1H, N15), 3.23 (m, 4H, N11 and N14), 3.89 (m, 4H, N12 and N13), 1.42(t, 3H,
J= 7.1Hz, N16), 1.05 (d, 6H, J= 6.2Hz, CL20 and CL21). 6C (DMSO-d6, 100 MHz) 176.16 (N6),
166.13 (N1), 150.14 (CLar), 150.03 (CLar), 148.44 (N8), 146.10 (N3), 146.00 (N9), 142.96(CL4),
138.87 (Clar), 137.26(N4), 135.87 (CLar) 135.24 (ClLar), 134.43 (CLar), 131.57 (ClLar), 130.90
(CLar), 129.26 (ClLar), 127.80 (ClLar), 127.80 (CLar), 122.83 (CLar), 114.05 (CLar), 111.23 (N5),
111.00(N7),107.04 (N2), 105.56(N10), 98.93 (ClLar), 88.28(CLar), 50.82 (N14), 49.02 (N11), 48.89
(CLar), 45.39 (N12 and N13), 23.34 (CL20 and CL21), 14.30 (N16). ESI-IT MS (+) (C27H23ClaN4",
472.12 u.m.a.) m/z: 473.33 u.m.a. (MH+).
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Figure S1. *H-NMR spectrum of [CIf][Nf] (400 MHz, DMSO-d6).
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Figure S2. 3C-NMR spectrum of [CIf][Nf] (100 MHz, DMSO-ds).



AT-2#1 RT:0,02 AV:1 NL: 7,29E6
T: + p ESI Full ms [50,00-2000,00]
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Figure S3. ESI-IT mass spectrum for [CIf][Nf] (positive mode).



1.2 [CIf][Of]
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[CIf][Of]; 8H (DMSO-d6, 400 MHz) 8.94(s, 1H,010), 7.87 (m, 2H, CLar), 7.61(m, 4H, CLar and O5),
7.44 (m, 4H,ClLar), 7.21 (m, 2H, ClLar), 6.72 (s, 1H,ClLar), 6.46 (m, 1H, ClLar), 5.20 (s, 1H,CLar), 4.89
(m, 1H, 011), 4.57 (m, 1H, 012), 4.37(m, 1H, 012), 3.29 (m, 4H, 013 and 015), 2.44 (m, 4H, 014
and 016), 2.23(s, 3H, 017), 1.45 (d, 3H, J=6.8 Hz, 018) 1.05 (d, 6H, J= 6.2Hz, CL20 and CL21). 6C
(DMSO0-d6, 100 MHz) 166.05 (03), 157.20 (O6), 150.03 (CLar), 142.97 (CL4), 140.21 (07), 138.87
(CLar), 135.87 (Clar) 135.24 (CLar), 134.43 (Clar), 131.57 (ClLar), 130.15(CLar), 130.90 (CLar),
129.26 (Clar), 122.84 (ClLar), 119.78 (02), 114.05 (ClLar), 98.94 (CLar), 88.29(CLar), 55.27 (013
and 015), 50.11 (014), 48.90 (CL19), 46.03 (016), 23.34 (CL19 and CL20), 17.88 (018). ESI-IT MS
(+) (C27H23ClbNg*, 472.12 u.m.a.) m/z: 473.40 u.m.a. (MH+).
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Figure S4. *H-NMR spectrum of [CIf][Of] (400 MHz, DMSO-d6).

88 LT —

bEET—

09—
06’8y
Z.om.\
LTSS~

67'88—

+6'86—

SOPIT—
8L'6T1T
tm.mm._”N
bL'9TT
oT'ect
om.om.ﬁy
ST'TET N
LS'TET

ervelf
be'ser
(8'SET \
(8'8ET
7061
(671
g0t/

TTLST—

§0'991—

160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
5/ ppm

170

Figure S5. 3C-NMR spectrum of [CIf][Of] (100 MHz, DMSO-dg).
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Figure S6. ESI-IT mass spectrum for [CIf][Of] (positive mode).



