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GCMS analyses of selected products

o dlt] % - % | A -] BB - Llu &

MCps |L

—
~

o

N

1 Kl

1

AR

TIC; MS-AK-23 11-10-2021 1-54-20 AM.xms; Filtered <

_

75

T
125

File

B .
minutes

lons: [1 60

e ol e 0 N N € = Y e S N P € O i I ALY
Spectrum 1A 9.073 min, Scan. 1979 Merged|o Spectrum 2A 10.178 min. Scan 2301, Merged|o
100% 1209 B 100% 90.9 134.0 2
] 3,25Pe+7 1 120920,016 132331,774
75% ~N 7 75%—: ~N g
] O 1 649 9)
] . ] 80755726 .
E Chemical Formula: CgH4,0 ] Chemical Formula: CgH4¢O
I s0% Exact Mass: 136,08882 (BN s0%] 6o Exact Mass: 134,07316 ]
3 1 53244461
136.0
25% 8,240e+6 ] 25%] E
oov: |[|I| |II|. .JL ||‘I| Ll L 0%_: I 1|]l“ 1“||1.1L ”l] ] Il Lol il 9,
T T T T T T T
50 100 10 200Acquired Range 2rsnolz 50 e 130 0 Acquired RangeZSOm/z



@ TIC; MS-AK-29 1-13-2022 10-19-07 PM.xms [o}4
= O i
= 2
6
5 -
1A :
4 :
4 =
:
3 .
2 o
1 -
- N :
s 0 15 20 2% 30
minutes
Segment 1
Scans 791 2256 3712 5162 6594 8017
Spectrum 1A, 6.518-6.532 min Scans: 1236-1240, Merged|o
100%— 1049 _:
- F- r
75%3 \©/\ .
é Chemical Formula: CgH4, ]
50%_5 Exact Mass: 120,09 _
3 119.9 :
25%-3 3
79.0 ]
0%% Ll ILL "
10 200 300 400  s0 e
Acquired Range m/z



@ TIC; MS-AK-31 1-13-2022 11-33-49 PM.xms [o]X
@) :
= 8 -
7
6 1A q
< !
5 4
z
4 H
3
2
1
minutes
Segment 1
Scans 791 2254 3710 5160 6589 8011
Spectrum 1A, 9.845-9.859 min Scans: 2209-2213, Merged|o[X
100%3 102.9 -
3 r .
§ Br :
50%_5 Chemical Formula: CgHgBr E
] 76.9 Exact Mass: 183,99
250 183.8 !
1 508 101.8 ﬂ
o)LLl
160260360460 ..... - (1)06(])0

Acquired Range m/z




Al o] stlte] o B AR | BB | afla] &

(
£l

a2 E ; TIC; MS-AK-82 5-26-2022 12-42-40 AM.xms; Filtered E
& E :
= ] ]
2504 :
2004 3
3 2A 3
150 4 3
L I ]
1003 ;
50 3
E Y |9, o K A A 3
o E
T T T T T T

5 10 15 20 25 30 .

minutes
1 [>] 1 |File lons: [160

=] +1o] & % [ 1o = B G

FEEEEEEDS EEEL Bl

100 150 200

1
250
Acquired Range  m/z

150

T
200

250

Spectrum 1A 10.096 min, Scan: 2-271, Merged|o Spectrum 2A 11.047 min, Scan: 2548, Merged(o
E [0 T 571 3
60%3 5.4%»7 E 70% g32485,272 591049,258 b
60% ]
50%3 E 3 X
50% E
0% ] ¢ 829 160.0
118.9 1 | 246435851 2461520,612
= 1.78%e+7 Chemical Formula: C4,H4g 7
0% Exact Mass: 162,14085 7 Chemical Formula: C12H1g
162.0 Exact Mass: 160,12520
20% 1,015e47
10% E ]
0 flnll JJ A l P A hluuhllll“.d 1|l.| | |
1 I 1 1

1 1
300 350
Acquired Range ~ m/z



TIC; MS-AK-79 5-16-2022 12-33-25 PM.xms [0[4

1))
Q. =]
S 3
= 70 =
60 _;
50 1A E
< ;
40 _;
301 _i
20 -
- J\— & J\-.;
o 5 0 5 20 %5 30
minutes
Segment 1
Scans 787 2242 3698 5137 6568 7981

Spectrum 1A, 8.522-8.536 min Scans: 1812-1816, Merged|o
100% 119.0 >
a -
75% E

50%

25%

2
X

IR ER NI SNSRI ITI ARRRERER] ARARRANET)

Chemical Formula: C1gH14

134.0 Exact Mass: 134,11 ]
90.9 ]

ulall,

"""" 7 " . B B~

Acquired Range m/z



4 TIC; MS-AK-81 5-16-2022 1-48-22 PM.xms [0]4

L4 N
(5) : 1A :
400 -
300- :
5 :
200 -
100+ .
1 — - -
o S ——_
5 10 15 20 25 30,
minutes
Segment 1
Scans 785 2240 696 5136 6561 7974
Spectrum 1A, 5.267-5.280 min Scans: 863-867, Merged|o[X]
100% 158.9 E
4 a o
104.9 :
] y =
75%- [ )
E 173.9 /©/\ 5
L 50% F3C :
] 108.9 Chemical Formula: CgHgF 3
B Exact Mass: 174,07 :
25% K
] 76.9 154.9 :
0%-] Labafoidlh Lblaas
10 0 200 0 300 a0 500 600

Acquired Range m/z



Al dlof dll] & -] F-| AR | B | Ll &

2 ] . TIC; MSH-78-20 9-10-2021 2-03-55 PM.xms; Filtered [0 -
[§) ] ]
= 1 ]
100 ]
75—: 2A _:
] 4 ]
[ . ]
504 3
26 B[ <
o 3 N ]
T T T T T
25 5.0 75 10.0 125 15.0
minutes
| 'L DL |File[Flp] tons:] 5
Al o] &~ AL L] = - B [E e e o S N g = B LY
Spectrum 1A 5.219 min, Scan: 1145, Merged[o Spectrum 2A 7.660 min, Scan: 156-6. Merged o
. 90.9 80% 1169 E
70% 3,05/1e+7 ] ] 1,990e+6
] 70% 1
60% E ]
E 60% 4
50% b ] 1149
] . h 96168%,908 .
45 Chemical Formula: CgH, ] 50% il
] Exact Mass: 120,09390 A ME .
i _I. 40%] Chemical Formula: CgH4q
3 120.0 30%1 Exact Mass: 118,07825 b
20%_: 6,162e+6 1 E
b 20%—: —
10% ] 3
] L l 10% ]
0% bl A ]
- 25 50 75 100 125 150 175 200 . 50 100 150 200 5
Acquired Range  m/z Acquire% Igange m/z




»

Al o] dlta] & -] B AR -] B | L] &

2 ] TIC; MSH-73-20 7-8-2021 1-58-01 PM.xms; Filtered -
o h :
= ]
100 E
5 1A
] 4
75 7
o :
50 7
257 I8
] k
T T T
125 15.0 175 <
minutes
M J »-1 >| 1| Fite [F] p] lons: | -

e 3 W N N e e I ALY

e 3t N N s = B P

Spectrum 2A

17.085 min, Scan: 3983, Mergedo

®

Chemical Formula: Cy4H4,
Exact Mass: 180,09390

i

‘l |||I|. L n‘l ‘| Ll ||
1 1

Spectrum 1A 14.892 min, Scan: 3346, Merged|o
60% 9]0 =
1.23e+7 O
50% O 3
40% .
Chemical Formula: C14H14
I 3% Exact Mass: 182,10955 E
E 65.0
e 182.0
20/.,—§ 2,217e+6 2018646
10% E
0% LhJod el 4
k 50 100 150 200 250 '
Acquired Range m/z

T
50

1 T
Azcoq%ired Range m/z

Setup and parameters of GC-MS: Bruker Scion 436-GC compiled with Bruker Scion SQ-MS. Analytical capillary
column WCOT, diameter 0.25 mm, length 30 m, stationary phase Agilent DB-5. Method parameters: Injector
temperature 240 °C, sample volume 1 pL, constant gas flow 1 mL/min, temperature program 60 °C (3 min); 10

°C/min; 250°C (10 min).



