Electronic Supplementary Material (ESI) for Organic Chemistry Frontiers.
This journal is © the Partner Organisations 2017

RK-2#172 RT: 076 AV:1 NL:781ES
T: FTMS + pESIFull ms [100.00-1500.00]

3821805
R=57907
CoxpHag O H=382 1800
08515 ppm

Relative Abundance
(4]
L]

292133
R=65307

CoHip0aM=2021332 . 4070 5012164 6052408 695 2881

A
o | 8
prr v breen e beva b v Pov sl vrs s lvn sl

R=76500 -0.5090 ppm R=t4s00 | | R=41402 R=44407 R=34605

e e L e B

150 200 250 Joo 350 400 450 500 350 600 650 700



rk-12_170228162123 #161 RT: 0.71 AV: 1 NL: 4.49E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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rk-11_170228161813 #149 RT: 0.66 AV: 1 NL: 6.60E9
T: FTMS + p ESI Full ms [100.00-1500.00]
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REK-7 #170 RT: 0.75 AM:1 NL: 1.47E10
T: FTMS + p ES1Full ms [100.00-1500.00]
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RK-21#148 RT: 086 A\V:1 NL: 8.45E8

T: FTM 3 +p ESIFullms [100.00-1500.00]

Relative Abundance
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Rk-22#131 RT: 0.58 AM: 1 NL: 237VES
T:FTMS +p ESIFull ms [100.00-1500.00]
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RK-23#171 RT: 076 AV:1 NL: 2.65E9
T: FTMS + p ESIFullms [100.00-1500.00]
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ME Spectrum
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118-1_160621111612 #147 RT: 0.65 AWV: 1 NL: 2.33E9
T: FTMS + p E S| Full ms [100.00-1 500 .00]
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iP-119#142 RT: 0.63 AV 1 NL: 1.52E7
- FTMS + p ESIFull ms [100.00-1500.00]
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AFT #1428 RT: 085 ANV 1 NL: 2.05E6
T: FTMS +p ESIFull me [100.00-1500.00]
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BP-149#152 RT: 0.87 AM: 1 NL: 812ES
T: FTMS + p ESI Full m= [100.00-1500.00]
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BP-122-1#112 RT: 0.50 AV:1 NL: 5.73E6

T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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1242 #142 RT: 083 AV 1 NL/ 782ET
T: FTMS + pESIFull m=s[100.00-1500.00]
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141- #1862 RT: 072 AM:1 NL 148ES
T: FTM S +p ESIFull ms [100.00-1500.00]
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125- #1486 RT: 065 AV: 1 HNL: 3.10E9
T: FTMS5 + p ESIFull ms [1 00.00-1500.00]
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143 #203 RT: 0.80 AV 1 NL: 1.18E%
T: FTMS +p ESIFull ms [100.00-1500.00]
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1444 #1231

RT: 058 AV:1

NL:2.57ES

T:FTMS +p ESIFullms [100.00-1500.00]

Relative Abundance
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1254 #1168 RT: 052 AW:1 NL: 3.71ES
T:FTMS +p ESIFullms [100.00-1500.00]
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127-#183 RT: 081 AV:1 HNL 102ES

T: FTMS +p ESIFull ms [100.00-1500.00]
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BP-1284 #122 RT: 0.54 AV 1

T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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S #145 RT. 064 AWV 1 HNL: 5.45E3
T: FTMS +p ESIFullms [100.00-1500.00]
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129#133 RT: 0.589 AV 1 NL: 8.24E6
T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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132-#129 RT: 057 AV:1 NL 322E8
T: FTMS + p ESIFull ms [100.00-1500.00]
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RK-6#114 RT: 051 AV: 1 NL:323E9
T- FTMS +p ESI Full ms[100.00-1500.00]
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RK-2 160225124016 #145 RT 064 AV: 1 NL 2.39E8
T. FTMS +p ESI Full ms [100 00-1500.00]

Relative Abundance
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147-#171 RT: 0786 AV: 1 HNL:673ES2
T: FTMS +p ESIFull ms [100.00-1500.00]

Relative Abundance
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1304 #127 RT: 056 AV: 1 NL:8.38ES

T:FTMS +p ESIFullms [100.00-1500.00]
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145 #154 RT: 068 AV 1 NL:3B1E9
T:FTMS +p ESIFull ms [100.00-1500.00]
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1334 #168 RT: 075 AV: 1 NL: 4.58E9
T. FTMS + p ESIFull ms [100.00-1500.00]
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134 #1530 RT: 067 AN 1 NL: 220E9

T:FTM S +p ESIFullms [100.00-1500.00]
420 0597
R=55206

C2aHin Oz HBr=420 0594 427 D565
100 069597 ppm R=54802

Me

Relative Abundance
on

4210623 4230591
25 R=55202 R=55107

10 4130448 4208192 | 4212997 422 8148
R=47300 R=36400 | R=31000 R=40300 424 0623

|
5 Cz3H 1702 M Br= 4180437 0198173 [ 4202340 | | az18123 |4222827 | 4232975  R=53602 4250656
. 25830 ppm R-49300 | R-52%00 | | R-%0004 | R-48000 | | R=38700 l R=50202

& - A
4“7 418 419 420 421 422 423 424 425



R¥-5 160225124636 M17 RT: 0.52 AV: 1
T: FTMS +p ESI Full ms [100.00-1500.00]

Relative Abundance
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157-#157 RT: 070 AvV:1 NL: 405E9
T: FTM 3 + p ESIFull ms [100.00-1500.00]

Relative Abundance
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158-#168 RT: 075

Relative Abundance

AN 1 ML 151E9
T:FTMS +p ESIFull ms [100.00-1500.00]
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BP-1034 #117 RT: 0.52 AV 1 NL: 5.84E6
T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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BP-104-#124 RT: 055 AW:1 NL: 5.88E8
T: FTWMS + p ESIFull ms [100.00-1500.00]
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RBE-202 #117 RT: 0.52 AV 1 HL: 8.15E3

T: FTM 5 + p ESIFull m= [100.00-1500.00]
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BP-111#164 RT: 0.73 AV:1 NL:&T4EG
T:FTMS +p ESIFull ms [100.00-1500.00]

Relative Abundance
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M5 Spectrum
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REK-201#140 RT: 0.62 AV:1 NL:9.58E8

T: FTM 5 + p ESIFull ms [100.00-1500.00]

Relative Abundance
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AZ1#195 RT: 0.88 AV 1 MNL: 182E9
T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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AZ4#418 RT: 1.88 AV 1 HNL: 623E7
T: FTMS + p ESIFull ms [100.00-1500.00]

Relative Abundance
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AZE#1E1

RT: 0.80 AW: 1 NL: 245E7

T: FTMS + p ESI Full ms [100.00-1500.00]

Relative Abundance
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