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Appendix B

Experimental NMR chemical shifts and IR spectra

Nev-dmso in DMSD-dE
Archive directory: sesport/home/vnmrl/voersys/data
Sample directory:

File: PROTON

Pulse Sequence: s2pul

L] T
10 9 3 7 6 5 4 3 2 1 ppm
—_— ot et et gt T
1.08 1.8% 0.73 3.43 0.950 1.91
1.0 z.07 1.18 2.63 1.06 1.93

Appendix Figure 5 *H chemical shift spectrum of nevirapine in DMSO-d6
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nevirapine

pata Collected on: mercurydd0-mercuryd0d

Archive directory: /export/home/vnmruser/vnarsys/data
Sample directory: tvo0l_2003-08-28

File: PROTON_DL

Pulse Sequence: s2pul
solvent: CDC13

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.995 sec

Width 6358.0 Hz

& repetitions

OBSERVE  HL, é!i.!l-lls!l MHZ
NI

Total time 0 min

9 8 7 6 s 4 3 2 1 ppm

Appendix Figure 6 *H chemical shift spectrum of nevirapine in CDCl;
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Nev-dmso in DHSO-dE

Archive directory: sexport/home/vnmrl/vrmrsys/data
Sample directory:
File: CARBON

Pulse Seguence: s2pul

180 160 140 120 100 &0 60 40 20 ppm

Appendix Figure 7 *3C chemical shift spectrum of nevirapine in DMSO-d6
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neviraping
eupd CARBON
SAMPLE SPECIAL
date Aug 28 2003 teap nat used
solvent coci3 gain not used
file fexport/home/~ $pin not used
wnaryser/vnarsys /d~ hst 0.008
ata/tv002_2003-08~-~ pwil 24.250
28/CARBON_01.71d alfa 20.000
ACQUISITION FLAGS
25125.6 11 n
at 1.199 in n
np gozro dp ¥
fb 13800 hs nn
bs 54 PROCESSING
dl 1.000 1 Lo
nt 2000 fn not used
t 1024 DISPLAY
TRANSHITTER 5P -208.3
n C13 W 21113.0
sfrg 100.552 rfl 1502.3
tof 1514.2 rfp L]
tpwr 60 rp 134.8
v 12.125 1p -328.7
DECOUPLER PLOT
" HL we 0
dof L 14 ]
dn yyy vs 205
dea v th 11
dpwr 30 al no ph
dnf 8376

T

T T T T
140 120 100 &0 60 40 20 ppm

-
160

Appendix Figure 8 *C chemical shift spectrum of nevirapine in CDCl;
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nev=0MS0=N, gHMBC (H-N15,LR, dof=-8000)

Archive directory: /export/home/vnarl/vnersys/data
sample directory:

Pulse Sequence: QHMEC

Fz
(ppm)

Lal

L] -50 =100 -150 =200 -250 -300
F1 (ppm)

Appendix Figure 9 >N gHMBC spectrum of nevirapine in DMSO-d6
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N-COC13-Mev, gHMBC (H-N15,LR,dof=-8008, swls=15000)
archive directory: fexport/home/vnarl/voersys/data
Sample directory:

File: PROTON

Pulse Sequence: gHHBC

F2 1
(ppm)

r

—%

0 -50 -100 -150 -200 -250 -300
F1 (ppm)

Appendix Figure 10 **N gHMBC spectrum of nevirapine in CDCl;
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Appendix Figure 11 Experimental IR spectrum of solid nevirapine in KBr




