Supporting Information

for

A facile synthetic route to benzimidazolium salts bearing bulky

aromatic N-substituents

Gabriele Grieco *, Olivier Blacque * and Heinz Berke '*

Address: *Department of Chemistry, University of Zurich, Winterthurerstrasse 190, CH-8057 Zurich,
Switzerland, Fax: (+41)-1-635-6802.
Email: Heinz Berke* - hberke@chem.uzh.ch

* Corresponding author

NMR and HRMS-ESI analyses

S1



NMR analyses
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HRMS-ESI analyses
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HR-ESI-MS (Bruker maxXis)

Analysis Info
Analysis Name  D:\Data\Service\6404alhres.d

Method tune_low_modified_09 01_14 pos.m Operator
Sample Name BlMes Instrument
Comment Solvent: MeOH

Client: Grieco

Acquisition Date

6/20/2014 9:40:15 AM

255552.00033

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer
Set Dry Heater
Set End Flate Offset -500V Set Dry Gas

Scan Begin 50 miz Set Capillary 1500 vV
Scan End 3000 m/z

0.5 Bar
180 °C
4.0 I/min

Intens.
X109

w
<

355.21644

et
n

measured pattern

56.21985

7 357.22307

L

+MS, 0.1-0.3min #8-17

355.21688 1+

2000: calculated pattern

356.22010 1+

500

<

CasHazNa, M, 355.216588

1 >357.22325 1+

3% 385 386 257

s mz

Bruker Compass DataAnalysis 4.2 printed: 6/20/2014 9:45:02 AM by: ust
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HR-ESI-MS (Bruker maxXis)

Analysis Info Acquisition Date  6/20/2014 9:24:26 AM
Analysis Name  D:\Data\Service\6403alhres.d

Method tune_low_modified_09_01_14_pos.m Operator ust

Sample Name BIPr Instrument maXis 255552.00033
Comment Solvent: MeOH

Client: Grieco

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.5 Bar
Scan Begin 50 m/z Set Capillary 1500 V Set Dry Heater 180 °C

Scan End 3000 m/z Set End Plate Offset -500V Set Dry Gas 4.0 I/min

Intens +MS, 0.1-0.3min #8-17
x1 05:

2.5

#39.31042

2.0: measured pattern
1.5

1.0

440.31354

0.5

F 441.31708

0.0

] CaHaaN,, , 439.31078
3000+

2500

calculated pattern

439.31078 1+

2000-
1500-

1000

440.31404 1+

500-

1244131730 1+

4410 4415 442.0 4425  me

Bruker Compass DataAnalysis 4.2 printed: 6/20/2014 9:29:58 AM by: ust Page1 of 1
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HR-ESI-MS (Bruker maXis)

Analysis Info Acquisition Date  7/7/2014 5:02:28 PM
Analysis Name  D:\Data\Service\6513alhres.d

Method tune_low_modified_09_01_14 pos.m Operator ust

Sample Name BPh Instrument  maXis 255552.00033
Comment Solvent: MeOH/H20 1:1

Client: Grieco

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.5 Bar
Scan Begin 50 m/iz Set Capillary 1000 V Set Dry Heater 180 °C
Scan End 3000 m/z Set End Plate Offset -500 v Set Dry Gas 4.0 I/min
Intens. | +MS, 0.1-0.3min #8-17
%102
o
8 S
=
i o
6_
measured pattern
4
b o]
(o2
[Tel
o
24 o
X 8
)]
4 (9]
J\ :
[
o™~
% A
%108 CagHisNy, 271.12297
1 r
[
&
0.8+ o
~
4 o~
calculated pattern
0.6
0.4+ .
] =t
©
™~ +
0.2 N <
o™ o
)]
o~
] }\ -
0.0+ -J r’:l
"~ 2705 2710 2715 2720 2725 2730 2735 mez
Bruker Compass DataAnalysis 4.2 printed: 7/7/2014 5:11:00 PM by: ust Page1 of 1
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HR-ESI-MS (Bruker maXis)

Analysis Info Acquisition Date  7/7/2014 5:22:43 PM
Analysis Name  D:\Data\Service\6514alhres.d

Method tune_low_modified 09 01_14 pos.m Operator ust

Sample Name BPy Instrument maXis 255552.00033
Comment Solvent: MeOH/H20 1:1

Client: Grieco

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.5 Bar
Scan Begin 50 m/iz Set Capillary 1500V Set Dry Heater 180 °C

Scan End 3000 m/z Set End Flate Offset -500 v Set Dry Gas 4.0 I/min

Intens.q +MS, 0.1-0.3min #8-17
x109

8-

273.11308

measured pattern

27411608
27511918

0
%105 CrHsNa, 273.11347

27311347 1+

6 calculated pattern

274 11639 1+

0 |

2720 2725 2730 2735 2740 2745 2750 2755 2780  me

1¢ 27511927 1+
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