LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO62322WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@26629.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.124 20 26 43 rBV 1071523 1091212 72.45% 6.982%
2 1.310 76 84 92 rBvV2 815331 1026578 68.16% 6.569%
3 1.372 99 103 110 rVB 180161 167343 11.11% 1.071%
4 1.429 115 121 140 rVB 169600 189557 12.58%  1.213%
5 1.581 158 168 180 rBV2 97280 136139 9.04% 0.871%
6 1.780 222 230 237 rBV 185205 227296 15.09% 1.454%
7 1.825 237 244 261 rVB3 133197 247393 16.42%  1.583%
8 1.915 263 272 280 rBV 107934 136916 9.09% 0.876%
9 1.989 285 295 303 rvv4 95013 161892 10.75% 1.036%
106 2.037 303 310 325 rVB 168404 235670 15.65%  1.508%
11 2.121 326 336 345 rBV 142994 203002 13.48%  1.299%
12 2.172 345 352 363 rVB 55165 73299 4.87% 0.469%
13 2.362 403 411 425 rVB 60612 97350 6.46% 0.623%
14 2.490 443 451 463 rVB 58462 93969 6.24% 0.601%
15 2.966 585 599 616 rBV2 76974 161498 10.72% 1.033%
16 3.461 737 753 766 rBV6 23332 73560 4.88% 0.471%
17 3.924 885 897 936 rBV3 53431 222389 14.76%  1.423%
18 4.095 940 950 973 rBV2 62152 168089 11.16% 1.076%
19 4.365 1016 1034 1055 rBV3 123366 399803 26.54% 2.558%
20 4.471 1056 1067 1092 rVB4 52661 143138 9.50% 0.916%
21 5.059 1230 1250 1256 rBV2 240995 548448 36.41% 3.509%
22 5.108 1257 1265 1289 rVvV 549555 1196096 79.41% 7.654%
23 5.230 1292 1303 1323 rVB 45962 113002 7.50% 0.723%
24  5.625 1415 1426 1453 rBV 239092 584282 38.79% 3.739%
25 5.947 1508 1526 1547 rVB9 25411 72730 4.83% 0.465%
26 6.076 1553 1566 1578 rBV 137808 284535 18.89% 1.821%
27 6.137 1579 1585 1604 rVB5 35050 75446 5.01% 0.483%
28 6.516 1693 1703 1713 rBV2 39673 86003 5.71% 0.550%
29 6.992 1843 1851 1873 rVB2 52959 102952 6.84% 0.659%
30 7.172 1897 1907 1922 rVB 59086 107105 7.11% 0.685%
31 7.320 1942 1953 1965 rBV 259878 445733 29.59%  2.852%
32 7.391 1965 1975 1996 rVB 889191 1506225 100.00% 9.638%
33 7.976 2141 2157 2174 rBV 765177 1276578 84.75% 8.169%
34 8.091 2184 2193 2215 rBV 247017 510175 33.87% 3.265%
35 8.854 2419 2430 2442 rBV 340402 561537 37.28%  3.593%

36 9.014 2471 2480 2494 rBV 158927 247490 16.43% 1.584%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Title : TRACE VOA SFAM1.0
37 9.136 2507 2518 2535 rBV = 391104 639216 42.44%  4.090%
38 9.545 2633 2645 2675 rBV2 176467 346930 23.03% 2.220%
39 10.217 2843 2854 2869 rBV 110961 176560 11.72%  1.130%
40 10.448 2916 2926 2943 rBV 92177 212349 14.10%  1.359%
41 10.915 3057 3071 3084 rBV 106020 166670 11.07% 1.066%
42 11.249 3164 3175 3193 rBV 352696 554817 36.83% 3.550%
43 11.529 3248 3262 3272 rBV2 43001 86102 5.72% 0.551%
44 11.625 3282 3292 3309 rVB 281039 470892 31.26%  3.013%

Sum of corrected areas: 15627966
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\

: VW026629.D

: 01 Jul 2022 15:04

: SY/MD

: N3553-10

: 25.0mL/MSVOA_V/WATER

: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: VV026629.D\data.ms

124
1.310
5.10

8
3(\@29.581117@22%12362490 2.966 3461 3.924.095 4.36371 5088230 5625 5960187 651

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VV026629.D\data.ms

7.391 7.976

Time-->

0+

854 9,136 11.249
6.097.1723 ]\8-& sffé.o?ﬂﬁ 9.545 102120448 10915 " 11%58%°
L ILTVAG S R | S | S el ot A G . T
7.00 7.50 8.00 8.50 9.00 9.50

— —
10.00 10.50 11.00 11.50 12.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VV026629.D\data.ms

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.124 9.34 ug/L 1091210 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 86
2 Cyclopropane 42 C3H6 000075-19-4 64
3 Cyclopropane 42 C3H6 000075-19-4 64
4 Propene 42 C3He 000115-07-1 37
5 Cyclopropene 40 C3H4 002781-85-3 12
Abundance  Scan 26 (1.124 min): VV026629.D\data.ms (-20) (-) m/z 41.05 100.00%
41.0
- MM
Rammananas et
M | 1.101.201.301.401.50
Ol 588 e m/z 39.08  72.76%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 [T [T T[T T[T T[T r T
27.0 1.101.201.301.401.50
m/z 42.10 64.78%
1.0 15.0 ‘
OH\HH\‘}H\‘HH‘H\}}\HHHH‘HH‘HH‘HH‘\i\‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
42.0
RaRRRRaRa E e
1.101.201.301.401.50
5000 m/z 40.05 24.03%
27.0
14.0
Ol e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #64: Cyclopropane RamEEEEa e e
42.0 1.101.201.301.401.50
m/z 38.00 18.83%
5000 27.0
14.0 ‘ ‘
0\\HHHM\HMHW\HHHH‘HHHA\MHWJ\W b R Rad RN eR e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.372 1.43 ug/L 167343  1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, (E)- 56 C4H8 000624-64-6 80
2 2-Butene, (Z)- 56 C4H8 000590-18-1 80
3 1-Butene 56 C4H8 000106-98-9 80
4 2-Butene, (Z)- 56 C4H8 000590-18-1 72
5 2-Butene, (E)- 56 C4H8 000624-64-6 72
Abundance  Scan 103 (1.372 min): VV026629.D\data.ms (-99) (-) m/z 41.10 100.00%

41.1
56.1
5000

‘ 120 1.40 1.60 1.80
ol et L9 909 s 5610 74.11%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #205: 2-Butene, (E)-
41.0
56.0

5000 .
1.20 1.40 1.60 1.80

m/z 55.10 32.03%
H\‘

[
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
41.0

1.20 1.40 1.60 1.80

o

56.0
5000 m/z 39.00 26.91%
28.0
15.0
O b e e e e e e

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #199: 1-Butene R B e e
41.0 1.20 1.40 1.60 1.80

m/z 40.00 6.88%

5000 56.0
28.0
0 20 150 H‘ A ITHN ‘

m/z--> 0O 10 20 30 40 50 60 70 80 90 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04

Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
: TRACE VOA SFAM1.0

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.429 1.62 ug/L 189557 1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 2-Butene, (Z)- 56 C4H8 000590-18-1 80
3 1-Butene 56 C4H8 000106-98-9 80
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
5 1-Butene 56 C4H8 000106-98-9 72
Abundance Scan 121 (1.429 min): VV026629.D\data.ms (-115) (-) m/z 41.05 100.00%

41.0
56.1
5000

1.20 1.40 1.60 1.80
Il 640720

R Al S m/z 56.10  72.56%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #199: 1-Butene
41.0
5000 560 L L L L B B

1.20 1.40 1.60 1.80
28.0 m/z 38.95 40.61%

m/z--> 0O 10 20 30 40 50 60 70 80
Abundance
41.0

1.20 1.40 1.60 1.80

56.0
5000 ITI z 55.05 34.71%
28.0
15.0
[ R L R N e B e e R
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #198: 1-Butene
41.0 1.20 1.40 1.60 1.80
m/z 53.05 13.00%
5000 56.0
28.0
0., 20, 180
m/z--> 0 10 20 30 40 50 60 70 80 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04

Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 (DEL) Alkane: Cyclic1.780 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
1.780 1.95 ug/L 227296  1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 86
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 81
3 1-Pentene 70 C5H10 000109-67-1 81
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 76
5 1-Pentene 70 C5H10 000109-67-1 76
Abundance Scan 230 (1.780 min): VV026629.D\data.ms (-222) (-) m/z 42.10 100.00%
421 550
70.1
5000
63.0 1.40 1.60 1.80 2.00 2.20
Ot ettt S m/2 55.05  85.19%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.40 1.60 1.80 2.00 2.20
m/z 70.10 57.02%
15.0
O ’\\\\‘H\}}\\H‘H\\‘l\}!‘\\\\‘\”\l\ }\‘\\\\i}\1\‘}\\ﬁ%-\\o‘\\H‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42.0
R ARERREEEEEL S e
1.40 1.60 1.80 2.00 2.20
5000 m/z 41.05 47 .27%
55.0
21.0 70.0
15.0 62.0
Otprrrrrrrrrrrrprrr ekt e kg e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #629: 1-Pentene
42.0 1.40 1.60 1.80 2.00 2.20
m/z 38.95 38.38%
55.0
5000 70.0
29.0
0,150““
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.825 2.12 ug/L 247393  1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 70
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 59
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 58
4 2-Pentene, (E)- 70 C5H1e 000646-04-8 58
5 1-Pentene 70 C5H10 000109-67-1 52
Abundance Scan 244 (1.825 min): VV026629.D\data.ms (-237) (-) m/z 43.05 100.00%
43.0 55.0
5000
70.1
1.60 1.80 2.00 2.20
U \M‘\‘ ‘H‘ 90.8 o
o+ e m/z 55.05 91.11%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #632: 1-Pentene
42.0 55.0
70.0
5000
29.0 1.60 1.80 2.00 2.20
m/z 42.10 72.65%
15.0 | [T il
0 \\\‘\\‘\\‘\\\\‘\\\‘\‘ \\\‘\‘H\‘\H‘\‘HH‘HH‘HH
miz-> 10 20 30 40 50 60 70 80 90
Abundance
55.0
1.60 1.80 2.00 2.20
5000 70.0 m/z 41.05 63.01%
41.0
29.0
15.0
M |
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #640: 2-Pentene, (2)-
55.0 1.60 1.80 2.00 2.20
m/z 39.00 36.21%
5000 42.0
29.0 70.0
15.0
o T 1R S S DN S A MY e S
m/z--> 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.915 1.17 ug/L 136916 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 91
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 91
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 91
5 2-Pentene, (E)- 70 C5H10 000646-04-8 90
Abundance Scan 272 (1.915 min): VV026629.D\data.ms (-263) (-) m/z 55.05 100.00%
55.0
5000 70.0
42.0
1.60 1.80 2.00 2.20
el 930, L, 70.05  43.71
Otrrprrrrprrrrprrrr e e e e e m/z . L71%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #643: 2-Methyl-1-butene
55.0
5000 L L R L B R
42.0 70.0 1.60 1.80 2.00 2.20
29.0 m/z 42.05 30.12%
350 wo
H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55.0
1.60 1.80 2.00 2.20
5000 42.0 m/z 38.95 25.82%
70.0
29.0
15.0 63.0
Otrrrrrrrerrrrrrprrre e e i e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 ﬂ/\
Abundance #647: 2-Butene, 2-methyl- R RANRREES nE e
55.0 1.60 1.80 2.00 2.20
m/z 41.05 21.72%
5000 70.0
41.0
290
0150‘ J‘m‘mhlmwmwwmuuwmwu
m/z--> 5 10 15 20 25 30 354 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04

Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclopropane, ethylidene- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
1.989 1.39 ug/L 161892  1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethylidene- 68 C5H8 018631-83-9 89
2 1,3-Pentadiene 68 C5H8 000504-60-9 76
3 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 68
4 1,3-Pentadiene, (E)- 68 C5H8 002004-70-8 68
5 1,3-Pentadiene 68 C5H8 000504-60-9 64

Abundance Scan 295 (1.989 min): VV026629.D\data.ms (-285) (-) m/z 55.05 100.00%
58.0
67.0 q
5000 39.0
‘ 1.60 1.80 2.00 2.20 2.40
bl L 842 /7 67,05 57.50%
miz--> 10 20 30 40 50 60 70 90
Abundance #535: Cyclopropane, ethylidene-
67.0
39.0
53.0
5000
270 1.60 1.80 2.00 2.20 2.40
' m/z 39.00 50.61%
O\\\‘\\\\‘\\1\“\\\‘!‘!\\\‘U}{\\““\M\“\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 90
Abundance
A
53.0 R R
39.0 1.60 1.80 2.00 2.20 2.40
5000 ITI/Z 68.10 46.29%
27.0
15.0
ot
miz--> 10 20 30 40 50 60 70 80 90
Abundance #525: 1,3-Pentadiene, (E)- WU LPURDY ACN L W A N
67.0 1.60 1.80 2.00 2.20 2.40
30.0 m/z 53.05 44.40%
53.0
5000
27.0
wo
0t et e M ‘H‘W‘H‘_“W‘H‘W‘
m/z--> 10 20 30 40 50 60 90 1.60 1.80 2.00 2.20 2.40

SFAMVTRO62322WMA.M Tue Jul ©5 15:01:55 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Cyclic2.037 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.037 2.02 ug/L 235670  1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 80
4 2-Pentene, (E)- 70 C5H10 000646-04-8 78
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 78
Abundance Scan 310 (2.037 min): VV026629.D\data.ms (-303) (-) m/z 55.10 100.00%

55.1
5000 70.1
41.0

H‘ | 1.80 2.00 2.20 2.40
il Il

0 m_m_m‘HH_m_"wmwmm‘m??-?m m/z 70.10  45.24%
miz--> 0 10 20 30 40 60 70 80
Abundance #663: Cyclopropane, l,2—d|methy|—, cis-
55.0

A‘”‘W‘”!”‘W‘”‘W‘

70.0
41.0 1.80 2.00 2.20 2.40
‘ m/z 41.05 24.94%
H‘

29.0 ‘
O TTT ‘ TTTT ‘ TTTT ‘ T \‘\“ TTT \ i TTTT ‘ T \ } T ‘ T \ \ ‘ TTTT ‘ TTT
m/z--> 0 10 20 40 50 60 70 80
Abundance
55.0

1.80 2.00 2.20 2.40
5000 m/z 39.00 22.12%

41.0 70.0
27.0
1.0 15.0
O e
mlz--> 0O 10 20 30 40 50 60 70 80 /J\/j\
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0

1.80 2.00 2.20 2.40
m/z 42.05 19.45%

5000 39.0 70.0
27.0
0 L
ot et e e e

m/z--> 0O 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40

5000

SFAMVTRO62322WMA.M Tue Jul ©5 15:01:56 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04

Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1,3-Cyclopentadiene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
2.362 0.83 ug/L 97350 1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
2 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 90
3 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 83
4 3-Penten-1-yne, (Z)- 66 C5H6 001574-40-9 83
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 83
Abundance Scan 411 (2.362 min): VV026629.D\data.ms (-403) (-) m/z 66.05 100.00%
66.0
5000
39.0
AT
2.00 2.20 2.40 2.60
\\M 511 ) 821 9
o171ttt m/z 65.05 63.50%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #434: 1,3-Cyclopentadiene
66.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
39.0 2.00 2.20 2.40 2.60
m/z 39.00  26.53%
31.0 ‘ 51.0
O\\\’\\\\‘\\“\‘\‘\\‘\’\\\\“\\\\“Hl‘\’\\\\‘\\\\‘\
miz-> 10 20 30 40 50 60 70 20
Abundance
66.0
39.0 R AARNERRES
2.00 2.20 2.40 2.60
5000 m/z 40.00 18.76%
51.0
15.0 27.0
1 ERRREESc a1 HMELILS SR L
m/z--> 10 90
Abundance #438: 3-Penten-1-yne, (E)- e
66.0 2.00 2.20 2.40 2.60
m/z 63.00 10.47%
39.0
5000
27.0 51.0
o‘H,HH_m‘\‘Hu!,ww}‘””p!:M,mwmw T S
m/z--> 10 20 30 40 50 60 70 90 2.00 2.20 2.40 2.60

SFAMVTRO62322WMA.M Tue Jul ©5 15:01:57 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclopentene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.490 0.80 ug/L 93969 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene 68 C5H8 000142-29-0 91
2 Cyclopentene 68 C5H8 000142-29-0 86
3 Cyclopentene 68 C5H8 000142-29-0 86

4 Cyclopentene 68 C5H8 000142-29-0 86
5 Cyclopentene 68 C5H8 000142-29-0 83

Abundance Scan 451 (2.490 min): VV026629.D\data.ms (-443) (-) m/z 67.10 100.00%

67.1
N Jk
39.0 53.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
‘ ‘ 611 2.20 2.40 2.60 2.80
Ol e gt e e e M/Z 68,10 37.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #503: Cyclopentene
67.0
5000 L L L LN BB
2.20 2.40 2.60 2.80
39.0 53.0 m/z 53.00 16.90%
27.0 ‘
61.0
0 ‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H \H‘HH‘HH‘HH‘HHH \HHH‘HH

‘\M
\‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
67.0 A ,A

2.20 2.40 2.60 2.80

5000 ITI/Z 39.00 16.68%
39.0 53.0
27.0
O o e T T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #498: Cyclopentene AN RRES
67.0 2.20 2.40 2.60 2.80

m/z 66.00 9.87%

5000

39.0 530

7
15.0 33.0 | 45 61.0 |
(BN BN S m_Wwwww e e

m/z--> 5 10 15 20 25 30 35 40 50 55 60 65 70 75 2.20 2.40 2.60 2.80

SFAMVTRO62322WMA.M Tue Jul ©5 15:01:59 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.966 1.38 ug/L 161498 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 81
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 74
4 1-Hexene 84 C6H12 000592-41-6 64
5 1-Hexene 84 C6H12 000592-41-6 64
Abundance Scan 599 (2.966 min): VV026629.D\data.ms (-585) (-) m/z 56.05 100.00%
41.0 56.0
5000
84.1
69.0 O LA  LE SN
‘ 2.60 2.80 3.00 3.20
o""H"_Hwwww}m;huwm‘www m/z 41.05 91.97%

mi/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
41.0 56.0
27.0 ﬂﬂxy

5000 ANPAVP AL VA I YAY
2.60 2.80 3.00 3.20
84.0

69.0 ‘ m/z 55.10 65.20%

15.0

0 ‘H%P‘w‘“‘M‘1M‘H‘M‘HNM“‘M‘HMH‘W‘H‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
41.0 56.0 \j\

2.60 2.80 3.00 3.20

5000 27.0 69.0 m/z 42.10 56.08%
T840
15.0
oLt et e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1675: 1-Pentene, 2-methyl-  RamaRREE ‘ RAREN
410 56.0 2.60 2.80 3.00 3.20

m/z 39.00 44.70%

5000
27.0 690 g4
15.0 ‘
0 \ T 1 O O ‘

m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMVTRO62322WMA.M Tue Jul ©5 15:02:00 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1,3-Pentadiene, 2-methyl-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.461 0.63 ug/L 73560  1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 55
2 1,4-Hexadiene 82 C6H10 000592-45-0 55
3 Cyclobutene, 3,3-dimethyl- 82 C6H10 016327-38-1 52
4 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 50
5 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 50
Abundance Scan 753 (3.461 min): VV026629.D\data.ms (-737) (-) m/z 67.05 100.00%
67.0
55.0
5000
41.0 84.1 k
‘ M | ‘ 76. 3.20 3.40 3.60 3.80
0 H_m_m_ml\m"NH,m‘,m“\“mW‘ m/z 54.95 68.98%
m/z--> 10 20 30 40 60 70 80 90
Abundance #1430: l,S—Pentadlene, 2-methyl-, (E)-
67.0
5000 L L L L R N B
39.0 82.0 3.20 3.40 3.60 3.80
28.0 530 m/z 41.00 33.74%
15.0
0\\‘\\\\‘\\\‘\“ }\\\HH\\’\\\\’\\\‘\“‘\\\‘\\
m/z--> 10 20 40 60 70 90
Abundance
67.0
T TR T
3.20 3.40 3.60 3.80
m/z 84.10 32.27%
5000 41.0 82.0
27.0 54.0
T N
m/z--> 10 20 30 40 50 60 70 80 90 /\ /\
Abundance #1423: Cyclobutene, 3,3-dimethyl- “‘W“H“H“‘HK¥AM
67.0 3.20 3.40 3.60 3.80
m/z 41.95 30.56%
41.0
5000
56.0 82.0
27.0 ‘
0 H“‘H“‘MH‘H‘}VH‘MJM‘,‘“ ,‘H‘w  RRE A P Rl
m/z--> 10 20 40 50 60 70 90 3.20 3.40 3.60 3.80

SFAMVTRO62322WMA.M Tue Jul ©5 15:02:01 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Ethyl Acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.095 1.44 ug/L 168089 1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 90
2 Ethyl Acetate 88 C4H802 000141-78-6 90
3 Ethyl Acetate 88 C4H802 000141-78-6 86
4 Ethyl Acetate 88 C4H802 000141-78-6 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40
Abundance Scan 950 (4.095 min): VV026629.D\data.ms (-940) (-) m/z 43.00 100.00%
43.0

5000 JL

 EREREEEE S S

| 61"0 30 881 3.80 4.00 4.20 4.40
0-rrrprereeee e el e e m/z 60.95 16.08%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2271: Ethyl Acetate
43.0

5000 R N
3.80 4.00 4.20 4.40

m/z 45.00 15.01%

29.0 61.0
o 150 | I | 730 880
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43.0

3.80 4.00 4.20 4.40

5000 m/z 70.10 12.96%
29.0 61.0
15.0 73.0 88.0
O b e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2268: Ethyl Acetate m“m‘mwm_m
43.0 3.80 4.00 4.20 4.40

m/z 73.00 6.51%

5000
61.0
15.0 29"0 ‘ ‘ 730 88.0
0 | | |

m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40

SFAMVTRO62322WMA.M Tue Jul ©5 15:02:02 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Cyclopentene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.471 1.22 ug/L 143138 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 76
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 64
3 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 64
4 Cyclopentene, 3-methyl- 82 C6H10 001120-62-3 64
5 1,4-Pentadiene, 2-methyl- 82 C6H10 000763-30-4 59
Abundance Scan 1067 (4.471 min): VV026629.D\data.ms (-1056) (-) m/z 67.05 100.00%
67.0
5000
82.1
AR Eanwn St
37'0 53.0 ‘ 4.20 4.40 4.60 4.80
0ot L w2 s2.10 28.42%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1410: Cyclopentene, 1-methyl-
67.0
5000 82.0 H‘\/‘\\HH’HHMH\
4.20 4.40 4.60 4.80
39.0 o
27.0 ‘ 530 ‘ m/z 79.05 24.00%
0\H‘%LI\S;O\‘H\‘M\HW‘MH“}H‘H‘HMM\\\‘\“\‘\H‘\
miz-> 10 20 30 40 50 60 70 80 90
Abundance
67.0
R AERmERR R
4.20 4.40 4.60 4.80
5000 m/z 81.05 16.92%
39.0 82.0
27.0
15.0 54.0
o R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1403: Cyclopentene, 3-methyl- “ﬁ{¥u,“u“‘u““
67.0 4.20 4.40 4.60 4.80
m/z 39.00 14.67%
5000
270 00 82.0
| H 53.0
oM‘HHWH‘WMMH;M‘Mwu‘:l‘mw“mw‘ A e
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

SFAMVTRO62322WMA.M Tue Jul ©5 15:02:03 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve70122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04

Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Ethylidenecyclobutane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

5.230 0.97 ug/L 113002 1,4-Difluorobenzene 5.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 81
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 74
3 Cyclohexene 82 C6H10 000110-83-8 64
4 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 64
5 1,3-Pentadiene, 2-methyl-, (E)- 82 C6H1e 000926-54-5 62

Abundance Scan 1303 (5.230 min): VV026629.D\data.ms (-1292) (-) m/z 67.05 100.00%
67.0
54.0
5000 82.0
39.0 SO HNG R VNS
H 5.00 5.20 5.40 5.60
O ool A8 myz sa.es s6.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1356: Cyclohexene
67.0
54.0
5000 390 LB R R LA B LI B IR
82.0 5.00 5.20 5.40 5.60
27.0 m/z 82.05 44 .429%
190 I ]
0 \\‘\}‘\\’\\}\“\\\‘}}\\\\‘1\‘\\‘\‘\‘\1‘\\\‘}‘\‘\\\’\
m/z--> 10 20 30 40 50 60 80 90
Abundance
67.0
54.0
A e A
82.0 5.00 5.20 5.40 5.60
5000 ’ ITI/Z 39.00 23.38%
41.0
o e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1357: Cyclohexene R e R
67.0 5.00 5.20 5.40 5.60
54.0 m/z 79.05 23.18%
5000
41.0 82.0
27.0
0 ‘w““W‘JM‘H‘i{iu‘}WH‘W‘Mwlw‘JHHm“,‘ R RAEaE e R
m/z--> 10 20 30 40 50 60 90 5.00 5.20 5.40 5.60

SFAMVTRO62322WMA.M Tue Jul ©5 15:02:04 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Cyclohexene, 1-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.172 0.92 ug/L 107105 1,4-Difluorobenzene 5.625

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 87
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 83
3 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 76
4 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 72
5 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 70

Abundance Scan 1907 (7.172 min): VV026629.D\data.ms (-1897) (-) m/z 81.10 100.00%

81.1
67.0
5000 96.1
55.0

‘WHWHWH,MW
390 6.80 7.00 7.20 7.40

‘ . ww“w‘mw m/z 67.05 51.20%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3236: Cyclohexene, 1-methyl-
81.0

5000 67.0 (N B A B R B
55.0 96.0 6.80 7.00 7.20 7.40
39.0

m/z 96.10  40.54%

27.0 ‘
\\\‘]\-\5\(\)‘\\\\‘\\\\“\\\\‘HH\\‘\\w\‘\\\‘\“\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81.0

6.80 7.00 7.20 7.40

o

o

5000 67.0 96.0 m/z 79.10 35.24%
55.0
39.0
o 15.0 27.0
R R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3256: 2,4-Hexadiene, 3-methyl- e EREEREEE N
81.0 6.80 7.00 7.20 7.40
m/z 68.10 33.70%
5000 0.0 96.0
27.0 53.0 67.0
o‘Hﬁ?"(‘)_‘w“m:‘;m‘:1‘:"m‘:‘mH‘:Huwm_u ‘qﬂ/\‘m_ww,w_
m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.448 1.91 ug/L 212349 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 2926 (10.448 min): VV026629.D\data.ms (-2916) (- m/z 105.05 100.00%
105.1
5000
120.1
R
1 77.0 91.0 10.50
38,0 © \'0 64,0 || | L] \ 9
O e e e e e e e m/z 120.10  33.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 \/\\ T T \j\\
120.0 10.50
m/z 90.95 11.86%
77.0 91.0
39.0 630 |
OH‘\H\.‘H\‘\‘H\\“‘HH“HH‘\‘\‘H‘H\}“HHH\\\‘\‘{1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance
105.0
i
10.50
5000 m/z 77.05 10.31%
120.0
. 6.0 39.0 63.0 77.0 91.0
T e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl- AV e
105.0 10.50
m/z 103.10 9.01%
5000
120.0
39.0 77.0 91.0 ﬂ\
0H“H‘“29‘?””““mi‘\w‘e‘%:‘?wu“1“””“1‘H“‘;Mmu‘mw ! A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 1Indane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.529 0.78 ug/L 86102 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 81
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 70
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 64

Abundance Scan 3262 (11.529 min): VV026629.D\data.ms (-3248) (- m/z 117.10 100.00%

117.1
5000 M
ARUNEV AN

57.1 91 0 ‘
Ll

39.0 134.2 1150
om‘WWHH‘MmemmH‘HH,HwH,w\w,ucw m/z 118.10  56.49%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
5000 |
11.50

m/z 115.05 42.79%

390 580 91.0 ‘
‘”W”W””W”W””W”Mmhzﬁﬂ””ﬁ”wm”ﬁwM””ﬁ”W”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0

o

11.50
5000 m/z 116.10 17 .54%
300 630 OO0
Obrrris2emp e e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane A A P
117.0 11.50
m/z 91.00 16.54%
5000
39.0 580 910 ‘ m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv070122\
Data File : VV026629.D

Acqg On : 01 Jul 2022 15:04
Operator : SY/MD

Sample : N3553-10

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO62322WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 1.124 9.3 wug/L 1091216 1 5.625 584282 5.0
(DEL) Alkane: S.. 1.372 1.4 ug/L 167343 1 5.625 584282 5.0
(DEL) Alkane: S.. 1.429 1.6 ug/L 189557 1 5.625 584282 5.0
(DEL) Alkane: C.. 1.780 2.0 ug/L 227296 1 5.625 584282 5.0
(DEL) Alkane: S.. 1.825 2.1 ug/L 247393 1 5.625 584282 5.0
(DEL) Alkane: S.. 1.915 1.2 ug/L 136916 1 5.625 584282 5.0
Cyclopropane, e.. 1.989 1.4 ug/L 161892 1 5.625 584282 5.0
(DEL) Alkane: C.. 2.037 2.0 ug/L 235670 1 5.625 584282 5.0
1,3-Cyclopentad.. 2.362 0.8 ug/L 97350 1 5.625 584282 5.0
Cyclopentene 2.490 0.8 ug/L 93969 1 5.625 584282 5.0
(DEL) Alkane: S... 2.966 1.4 ug/L 161498 1 5.625 584282 5.0
1,3-Pentadiene,... 3.461 0.6 ug/L 73560 1 5.625 584282 5.0
Ethyl Acetate 4.095 1.4 ug/L 168089 1 5.625 584282 5.0
Cyclopentene, 1... 4.471 1.2 ug/L 143138 1 5.625 584282 5.0
Ethylidenecyclo... 5.230 1.0 ug/L 113602 1 5.625 584282 5.0
Cyclohexene, 1-... 7.172 0.9 ug/L 107165 1 5.625 584282 5.0
Benzene, 1-ethy... 10.448 1.9 ug/L 212349 3 11.249 554817 5.0
Indane 11.529 0.8 ug/L 86102 3 11.249 554817 5.0
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