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Fig. S1 'HNMR Spectra of PMPYBr
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Fig. S2 *HNMR Spectra of HMPYBr
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Fig. S3'HNMR Spectra of OMPYBr
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Fig. S4HNMR Spectra of NMPYBr

NMPY Br
1H
r4E+08

F4E+08
/ / F4E+08
F3E+08
F2E+08
F2E+08
F2E+08
F1E+08

r5E+07

)

H

403
5.89
775
392

———— 7T T ——T T T T T
54 52 50 48 46 44 42 40 3.8 3.6 34 32 3.0 28 f12'(6 2).4 22 20 1.8 16 1.4 12 1.0 08 06 04 02 00 -0.2
ppm



Fig. S5 ESI Mass spectra of HMPYBr with base peak value at 127.140 (m/z)

Display Report

Analysis Info Acquisition Date  12/28/2020 11:49.01 AM
Analysis Name  D/\Data\DEC-2020'MS\28122020_MS_HMPY _BR2.d

Method Pos_tune_low.m Operator Amit S.Sahu

Sample Name  Tmix-131118 Instrument micrOTOF-Q Il 10337
Comment

Acquisition Parameter

Source Type ESI lon Polanty Positive Sel Nebulizer 0.4 Bar
Focus Not active Set Caplllary 4500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset ~ -500 V Set Dry Gas 4.0 Vmin
Scan End 3000 m/z Set Collision Cell RF  130.0 Vpp Set Divert Valve Waste

Intens,
x!
585

590

585

580

002 003 004 005 006 007 008 Time[mn)
[—=TiC Al MS |

Intens. +MS, 0.0-0.1min #(2-3)
x108 127.1409

1.25
075 3331933

050

025

840823
1 168.1774 s i

100 200 300 400 500 mz

Intens. - +MS, 0.0-0.1min #(2-3)
x105 3331033 3351913

0.00

E 334 1966 3361034

Lﬁ I ,LW&,

2 330 3 P4 3B 33 M M2 mz




Fig. S6 ESI Mass spectra of OMPYBr with base peak value at 141 (m/z)

Analysis Info

Display Report

Acquisition Date

Analysis Name  D)\Data\DEC-2020'MS5\28122020_MS_OMPY_BR2.d

Method

Sample Name

Comment
Acquisition Parameter

Source T
Focus

ype

Scan Bagin
Scan End

Pos_tune_low.m
Tmix-131118

ESI lon Polarity
Not actve Set

Operator
Instrument

Positive Set Nebulizer

12/28/2020 11:52:13 AM

Amit 8.5ahu
micrOTOF-Q |1 10337

0.4 Bar

A500 V Set Dry Hoater 180 °C
50 miz Set End Plate Offset 500 V Set Dry Gas
3000 miz Set Colsion Celt RF ~ 130.0 Vpp Set Divert Valve Waste

4.0 Umin

intens |
x108
5404

5351

5.30{

......

”*
"

0.

075

0.50

025

02

006 006 008

010 012

014 “Time [min]

[~ TIC +AIMS

1411564

361.2258

+MS, 0.1:0.Tmin #(3-6)

000

196.2001 207-}0?3

T80 mz

361,2258

363,2240

+MS, 0,1:0 1min #(3-8)

.



Fig. S7 ESI Mass spectra of NMPYBr with base peak value at 148 (m/z)
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Table S1. Crystallographic information on PMPYBr.*°

Formula Ci13H28BraN2
fw (g) 372.19
T (K) 193(2)
Lattice cell orthorhombic
space group Pbca
a(A) 21.367(6)
b (A) 19.888(5)
c (A) 23.787(6)
o (deg) 90
B (deg) 90
v (deg) 90
V (A3) 10108(5)
Z 24
d (calc d) (Mg/m®) 1.467
abs coeff. (mm™) 4.798
F(000) 4560
0 range (deg) 1.64-20.82
Reflections collected 45036
GOF 1.067

R1,2WR2° [T > 20(1)]

0.0702, 0.1628




Fig. S8 Crystal packing of OMPYBr along the crystallographic a-axes.

Fig. S9 Crystal packing of NMPYBr along the crystallographic b-axes.



