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I NMR Spectra
Impurities present in the following spectra were assigned based on literature precedent.!

"H NMR 4-(1H-imidazol-2-yl)-N,N-dimethylbenzamide (CD>Cl,, 500 MHz)
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13C NMR 4-(1H-imidazol-2-yl)-N,N-dimethylbenzamide (CD:Cl,, 126 MHz)
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'"H NMR 4-(1H-imidazol-2-yl)-N,N-dibutylbenzamide (CD,Cl,, 500 MHz)
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13C NMR 4-(1H-imidazol-2-yl)-N,N-dibutylbenzamide (CD>Cl>, 126 MHz)
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'"H NMR (4-(1H-imidazol-2-yl)phenyl)(piperidin-1-yl)methanone (CD,Cl,, 500 MHz)
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"H NMR 2-(3,5-bis(trifluoromethyl)phenyl)-1H-imidazole ((CD3).SO, 500 MHz)
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F NMR 2-(3,5-bis(trifluoromethyl)phenyl)-1H-imidazole ((CD3).SO, 471 MHz)
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13C NMR 2-(3,5-bis(trifluoromethyl)phenyl)-1H-imidazole ((CD3).SO, 126 MHz)
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'H NMR Na[IMP-CF3] (CD>Cls, 500 MHz)
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F NMR Na[IMP-CF3] (CD:Cls, 471 MHz)
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13C NMR Na[IMP-CF3] (CD:Cls, 126 MHz)
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'H NMR Na[IMP-NO;] (CD:Cl,, 500 MHz)
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19F NMR Na[IMP-NO:] (CD:Cl,, 471 MHz)
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13C NMR Na[IMP-NO;] (CD,Cl,, 126 MHz)
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'H NMR Na[IMP-CO:Me] (CD.Cl,, 500 MHz)
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19F NMR Na[IMP-CO:Me] (CD,CL,, 471 MHz)
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13C NMR Na[IMP-CO:Me]| (CD>Cl,, 126 MHz)

HMDSO

THF

THF

8€'S2T)
S0'8ZTy
61'6211
z6'621+
POVET
pO'9E T
08'LET,
Lo8eT|
bS'LbT)
29'6b1
66697~

e

THF

THF

"
'"H NMR Na[BIMP] (CD,Cl,, 500 MHz)
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YF NMR Na[BIMP] (CD:Cl,, 471 MHz)
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"B NMR Na[BIMP] (CD,Cl,, 161 MHz)
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13C NMR Na[BIMP] (CD,Cl,, 126 MHz)
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F NMR Na[IMP-DMA] (CD:Cl,, 471 MHz)

—-125.42
—-133.54
-158.46
~-160.17
\-164.38

1

T T T T T T T
-170 -180 -190 -200 -210 -22

T T
<140 -150 -160

T T
€0 80  -100 110 -120 -130
f1 (ppm)

"B NMR Na[IMP-DMA] (CD.Cl,, 161 MHz)
?
/f\,'l\\
e \______,_,_ﬁ-—————“v\

T T T T T T T T T T T T T T
-20 -30 40 -50 €0 -70 -80 -S0 -100 -110 -120 -130 -140

T L T
140 130 120 110 100 %0 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)

S15



13C NMR Na[IMP-DMA] (CD:Cl,, 126 MHz)
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'H NMR Na[IMP-CH,OH] (CD:Cl,, 500 MHz)
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I9F NMR Na[IMP-CH;O0H] (CD:Cl,, 471 MHz)
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13C NMR Na[IMP-CH;OH] (CD:Cl,, 126 MHz)
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19F NMR Na[IMP-CH:N(Me);] (CD,CL,, 471 MHz)
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13C NMR Na[IMP-CH:N(Me):] (CD:Cl,, 126 MHz)
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F NMR Na[IMP-DBA] (CD:Cl,, 471 MHz)
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13C NMR Na[IMP-DBA] (CD,Cl,, 126 MHz)
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19F NMR Na[IMP-pipA] (CDCl,, 471 MHz)
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13C NMR Na[IMP-pipA] (CD,Cl,, 126 MHz)
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19F NMR Na[IMP-(CF3),] (CD,CL, 471 MHz)
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13C NMR Na[IMP-(CF3):] (CD:Cl>, 126 MHz)
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3C NMR 1[IMP-CF3] (CD2Cls, 126 MHz)
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13C NMR 1[IMP-NO;| (CD>Cl,, 126 MHz)
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3C NMR 1[IMP-CO:Me] (CD:Cl>, 126 MHz)
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13C NMR 1[IMP-(CF3);] (CD:Cls, 126 MHz)
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'H NMR [1(MeCN)][IMP-DMA] (CD:Cls, 500 MHz)
[Xo)

-

————

hexanes

.

Q
pg-IPrIIMP-DMA]

NCMe

N

I

=85L9'PC

= LIEL'C

¥ 651C'9
5 OpEET'p

v P1897
[ 8r6'l
[ TL16'T
LL0T°9
0se0'e
6601
v2L6'0
0000'T
b 8626'T

e

[T

—HS

5.5 a (5;;“) 45 4.0 3;5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
13C NMR [1(MeCN)][IMP-DMA] (CD,Cl,, 126 MHz)

6.0

105 100 95 90

Lo

SL°TTy
(S'€T
119z
68'87%
£5'pe’

hexanes

* =

100
1 (pom)
S31

T
110

T
130 120

T T T T T T T
200 1%0 180 170 160 150 140

T
210




'H NMR [1(MeCN)][IMP-pipA] (CD,CL, 500 MHz)
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'H NMR 2[IMP-H] (CD.Cl,, 500 MHz)
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13C NMR 2[IMP-H] (CD:Cl,, 126 MHz)
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3P NMR 2[IMP-CF3] (CD>Cly, 203 MHz)
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'H NMR 2[IMP-NO2] (CD:Cl,, 500 MHz)
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3IP NMR 2[IMP-NO;| (CD:Cl, 203 MHz)
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'H NMR 2[IMP-CO:;Me] (CD,Cl,, 500 MHz)
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3Ip NMR 2[BIMP] (CD,Cl,, 203 MHz)
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'H NMR 3[IMP-H] (CD,Cl,, 500 MHz)
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'H NMR 3[IMP-CF;] (CD>Cl,, 500 MHz)
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'H NMR 3[IMP-NO:] (CD>Cls, 500 MHz)
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'H NMR 4[IMP-H] (CD,Cl,, 500 MHz)
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3P NMR (‘BuXPhos)AuOTs (CD,Cl, 203 MHz)
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Solid-State IR Spectra
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ATR-FTIR 1[IMP-CO:Me|
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ATR-FTIR 1[IMP-DMA]
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I11. Solution-State IR

All solutions were prepared in an inert atmosphere glovebox as 10mM solutions in methylene
chloride and injected into NaCl-window solution cells.

Solution-State 1[IMP-CF;3]
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Solution-State 1[IMP-CO:Me]|
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