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Figure 1.'"H-NMR spectra of benzimidazolium salt 2a in CDCl;



77.16 Chloroform-d

3 it 8 R 28 © g 3
¢ IS RaR e S @« N % o
~— — o — ~ mn mn < o~ —
[~ Wi [
12
1}&4
7
. 8 N1 13
° 8
5
9 N3
4 \\15/0\
14 CHj
2a 16
c12,13
C5,6
|
c11
ca7 Cci5 c10
c2 c8,9
Il
T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)

Figure 2.3C-NMR spectra of benzimidazolium salt 2a in CDCl;
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Figure 3. 'H-NMR spectra of Pd-PEPPSI complex 3a in CDCl;
£
. . vew s s g
VY \ Y [ [
12
1 11
7
6 8 N1 3 7“!9
V2 pd— 20
5 N Pd N\ /
9
. \_15, 0 22 21
14 CHj
3a 1
C18,22 C5,6
C12,13
|
c10
c11
C20 Cc19,21 C4,7
‘ o VL Cc1s 1C16 C14 ‘
c2 c8,9 ! :
I
| l ‘
T T T T T T T T T T T T T T T T T

P T 44cn icn 1AM PET:)




Figure 4. 3C-NMR spectra of Pd-PEPPSI complex 3a in CDCl;
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Figure 5. DART MS spectrum (DART-TOF-MS) of complex 3e.

The fragmentation leading to the m/z = 305 can occur via the mechanism of fragmentation given in
Figure 6.
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Figure 6. Mechanism of fragmentation leading to the peak m/z = 305 with isotope 35 CI.



NMR an IR Data of benzimidazol salts 2a-g

2a NMR spectra are reported in the literature [49a]

96.0
95
94
93
92
91
90
89
88
87
86

85

84
83
%T
82
81
80
79
78
77
76

75
74
73
72
71

69.7

4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 450.0
cm-1

Figure S1. IR spectra on ATR unit of salt 2a
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Figure S2. 1H NMR spectrum (400 MHz, CDCI3) of salt 2b

12.0

28 6T~ -
20E—T

88—

BE b —

LT PS—

B0 65—

B 0/ —

pe w1013 9 ¢—

0SEF—
SOEIT—

98621~
090Er="

BOLET—

S£TPT—

f1 (ppm)

100

T
130

T
140

T
150



Figure S3. 13C NMR spectrum (100 MHz, CDCI3) of salt 2b.
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Figure S4. IR spectra on ATR unit of salt 2b

2¢ NMR spectra are reported in the literature [49a]
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Figure S5. IR spectra on ATR unit of salt 2¢
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Figure S6. 1H NMR spectrum (400 MHz, CDCI3) of salt 2d
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Figure S7. 13C NMR spectrum (100 MHz, CDCI3) of salt 2d.
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Figure S8. IR spectra on ATR unit of salt 2d

2e NMR spectra are reported in the literature [49a]

96.77
96.5 |

96.0 |
95.5 |
95.0 4
94.5 |
94.0 |
93.5 |
93.0
92.5 |
92.0 |
91.5 ]
%T
90.5 |
90.0 |
89.5
89.0 4

88.5]

T T T T T T T T T T T T |
4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 450.0
cm-1



Figure S9. IR spectra on ATR unit of salt 2e
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Figure $S10. 1H NMR spectrum (400 MHz, CDCI3) of salt 2f.
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Figure S11. 13C NMR spectrum (100 MHz, CDCI3) of salt 2f
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Figure S12. IR spectra on ATR unit of salt 2f
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Figure S13. 1H NMR spectrum (400 MHz, CDCI3) of salt 2g.
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Figure S14. 13C NMR spectrum (100 MHz, CDCI3) of salt 2g
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Figure S15. IR spectra on ATR unit of salt 2g

NMR an IR Data of Pd-PEPPSI complexes 3a-g
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Figure S16. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3a.
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Figure S17. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3a
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Figure S18. IR spectra on ATR unit of Pd-PEPPSI complex 3a.
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Figure $S19. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3b.

77.16 Chlarafarm-d

6171
—=15155
™-13794
_~1a3es
—11433
— 10996

53.65
—29.19

21.12

2061

20.31

20.09

<

14031
12943
129.26

—12483

A
X

T T T r T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 o
1 (ppm)

Figure S20. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3b

96.7
96

95
94
93
92
91
90
89
88
87
%T
86

85

84

83

82

81

80

79

78

71.3

4000.0 3600 3200 2800 2400 2000 1800 1600 1400 1200 1000 800 600 450.0
cm-1




Figure S21. IR spectra on ATR unit of Pd-PEPPSI complex 3b.
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Figure S22. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3c.
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Figure S23. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3c
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Figure S24. IR spectra on ATR unit of Pd-PEPPSI complex 3c.
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Figure S25. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3d.
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Figure $26. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3d
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Figure S27. IR spectra on ATR unit of Pd-PEPPSI complex 3d.
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Figure S28. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3e.
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Figure $29. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3e
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Figure S30. IR spectra on ATR unit of Pd-PEPPSI complex 3e.
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Figure S31. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3f.
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Figure S32. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3f
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Figure S33. IR spectra on ATR unit of Pd-PEPPSI complex 3f.
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Figure S34. 1H NMR spectrum (400 MHz, CDCI3) of Pd-PEPPSI complex 3g.
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Figure S35. 13C NMR spectrum (100 MHz, CDCI3) of Pd-PEPPSI complex 3g.
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Figure S36. IR spectra on ATR unit of Pd-PEPPSI complex 3g.



