LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@32601.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.085 7 14 31 rBV 1792660 1701468 100.00% 20.677%
2 1.192 40 47 63 rBv 126538 141488 8.32% 1.719%
3 1.272 63 72 86 rBV2 706779 986881 58.00% 11.993%
4 1.388 101 108 123 rVB2 99187 146481 8.61% 1.780%
5 1.529 138 152 164 rVB3 94879 134953 7.93% 1.640%
6 1.597 165 173 182 rBV 95621 119980 7.05% 1.458%
7 1.725 203 213 220 rBV 220409 288157 16.94%  3.502%
8 1.764 220 225 241 rVB 109249 152793 8.98% 1.857%
9 1.854 243 253 261 rBV2 30832 59549 3.50% 0.724%
10 1.938 271 279 287 rVB2 31840 44811 2.63% 0.545%
11 2.060 306 317 328 rBV 70465 108604 6.38% 1.320%
12 2.179 347 354 364 rVB3 9202 17920 1.05% 0.218%
13 2.388 402 419 432 rBVS5 31829 81183 4.77% 0.987%
14 2.696 501 515 531 rVB4 28632 64450 3.79% ©.783%
15 2.883 562 573 588 rVB2 38630 77764 4.57% 0.945%
16 2.970 590 600 624 rVB2 17226 39910 2.35% 0.485%
17 3.368 712 724 735 rBV7 7605 19166 1.13% 0.233%
18 3.802 841 859 893 rBV3 80441 287862 16.92%  3.498%
19 3.970 900 911 944 rVB 175849 455770 26.79% 5.539%
20 4.253 982 999 1017 rBv2 61818 164562 9.67% 2.000%
21  4.365 1024 1034 1053 rVB4 11240 31902 1.87% 0.388%
22 4.658 1114 1125 1147 rVBS8 8010 22549 1.33% 0.274%
23 4.960 1204 1219 1235 rBv4 134102 350944 20.63% 4.265%
24 5.535 1386 1398 1415 rBV 130535 277448 16.31% 3.372%
25 5.992 1525 1540 1552 rBV2 83755 179686 10.56% 2.184%
26 6.918 1819 1828 1854 rBV2 34845 76087 4.47% 0.925%
27 7.246 1919 1930 1948 rBV 139180 267011 15.69%  3.245%
28 7.323 1948 1954 1968 rVB 15192 28255 1.66% 0.343%
29 7.558 2018 2027 2046 rBV 21172 46589 2.74% 0.566%
30 8.027 2163 2173 2212 rBV 275216 559666 32.89% 6.801%
31 8.786 2398 2409 2437 rBV 212131 378252 22.23% 4.597%
32 9.075 2492 2499 2517 rVB3 11049 20029 1.18% 0.243%
33 10.156 2823 2835 2852 rBV 86456 141023 8.29% 1.714%
34 10.387 2899 2907 2922 rBV 13195 27158 1.60% 0.330%
35 10.857 3045 3053 3063 rVvB2 10829 17277 1.02% 0.210%

36 11.188 3146 3156 3174 rVV 221565 348040 20.46% 4.230%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 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\SFAMVTRO92923WMA.M

Title : TRACE VOA SFAM1.0

37 11.278 3174 3184 3197 rVB 24715 40530 2.38% 0.493%

38 11.564 3263 3273 3291 rVB 179753 304111 17.87% 3.696%

39 13.445 3849 3858 3868 rBv3 11301 18396 1.08% 0.224%
Sum of corrected areas: 8228705
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance

1600000
1400000
1200000
1000000
800000
600000
400000

200000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\

: VW032601.D

: 24 Oct 2023 19:43

: SY/MD

: 04992-05

: 25.0mL/MSVOA_V/WATER
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@92923WMA.M
: TRACE VOA SFAM1.0

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

TIC: VV032601.D\data.ms
85

1.272

1.725 3.970

4.960

5.535 5.992

192 398577764
: 0 3.802
k AN a50888% 792388 2.602.88970 3368 4@65 4.658
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.192 2.55 ug/L 141488 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4Hie 000075-28-5 72
3 Isobutane 58 C4H1ie 000075-28-5 72
4 Isobutane 58 C4H1e 000075-28-5 50
5 Isobutane 58 C4H1e 000075-28-5 36
Abundance  Scan 47 (1.192 min): VV032601.D\data.ms (-40) (-) m/z 43.00 100.00%
3.0
5000
49.957.0 1.20 140 1.60
Ol e SR e o O m/Z 40.95  59.11%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #268: Isobutane
43.0
5000 LN L L B B
27.0 1.20 140 1.60
m/z 42.00 39.92%
15.0
O - \‘ i I | 50057\\0
H\HH‘HH‘HH‘HH‘\\\\’HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #269: Isobutane
43.0
— S
1.20 140 1.60
5000 m/z 38.95 31.29%
27.0
0 15\0 \‘\\ EREAEN 50.0 5§0
e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #266: Isobutane A
43.0 1.20 140 1.60
m/z 37.95 6.07%
5000
27.0
15.0 57.0
0 ‘ il 36 ! | 500 \.\
P H e e e S
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.388 2.64 ug/L 146481 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 83
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
4 1-Butene 56 C4H8 000106-98-9 80
5 1-Butene 56 C4H8 000106-98-9 80
Abundance Scan 108 (1.388 min): VV032601.D\data.ms (-101) (-) m/z 41.00 100.00%
41.0
56.0
5000
1.20 1.40 1.60 1.80
i \‘ \M ‘\ 77\'0 91.9 9
o e e e m/z 56.00 54.13%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #198: 1-Butene
41.0
5000
56.0 1.20 1.40 1.60 1.80
280 m/z 39.00 45.51%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #208: 1-Propene, 2-methyl-
41.0
AR
1.20 1.40 1.60 1.80
5000 56.0 m/z 55.00 25.96%
28.0
0 10 | |
ot e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #210: 1-Propene, 2-methyl-
41.0 1.20 1.40 1.60 1.80
m/z 43.00 16.67%
5000 56.0
28.0
o200 Il
m/z--> 0 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.597 2.16 ug/L 119980 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 3-Buten-1-o0l 72 C4H80 000627-27-0 47
4 Pentane 72 C5H12 000109-66-0 36
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
Abundance Scan 173 (1.597 min): VV032601.D\data.ms (-165) (-) m/z 42.95 100.00%
43.0
57.0
5000
‘ 72.0 1.20 1.40 1.60 1.80 2.00
0 et el b 998 m/z 4095 89.00%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 2r.0
1.20 1.40 1.60 1.80 2.00
15.0 m/z 41.95  88.92%
‘ 72.0
0\\\“\\\\‘\}\\‘\\11‘\\\\} }\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
570 1.20 1.40 1.60 1.80 2.00
5000 m/z 57.00 69.14%
29.0
15.0 ‘ “ 72"0
(O o I N e e o b w e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol WISV SRS WAL W
42.0 1.20 1.40 1.60 1.80 2.00
m/z 38.95 31.44%
5000
27.
ol 80 il 0T
m/z--> 0 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.725 5.19 ug/L 288157 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene 70 C5H10 000109-68-2 83
2 Cyclopropane, ethyl- 70 C5H10 001191-96-4 76
3 1-Pentene 70 C5H10 000109-67-1 76
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 72
Abundance Scan 213 (1.725 min): VV032601.D\data.ms (-203) (-) m/z 42.00 100.00%

42.0
55.0
5000 70.0

1.40 1.60 1.80 2.00

629 | 76.9
Obrrpermprrrrprre ettt b D52 b P63 m/z s4.95 75.12%
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #630: 2-Pentene
55.0
5000
42.0 70.0 1.40 1.60 1.80 2.00

29.0 H m/z 40.95 52.36%

15.0 \‘ L, 630
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ H‘HH‘HH H\\‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #653: Cyclopropane, ethyl-
42.0

1.40 1.60 1.80 2.00

o

5000 5.0 m/z 70.60  46.16%
27.0 70.0
15.0
ObreprrrprothreeprerritHpsererr et el
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #629: 1-Pentene R RRER TS o R
42.0 1.40 1.60 1.80 2.00
m/z 38.95 44.93%
55.0
5000 70.0
29.0
Obrrprrerrims et bbbt O2:
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.764 2.75 ug/L 152793  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 78
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 59
Abundance Scan 225 (1.764 min): VV032601.D\data.ms (-220) (-) m/z 43.00 100.00%
3.0
- h
57.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
| ‘ 72‘-0 1.40 1.60 1.80 2.00
Ol et et e b S m/z 41.00  48.51%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #810: Pentane
43.0
5000 L L L B LI B I
27.0 1.40 1.60 1.80 2.00
m/z 42.00 47.11%
so ||l 1T
O\\\‘\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #807: Pentane
43.0
A e
1.40 1.60 1.80 2.00
5000 m/z 57.00 17.08%
27.0
57.0
o || S0 me
o-—rtr—t+r——ittrtrrr e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #806: Pentane A e R
43.0 1.40 1.60 1.80 2.00
m/z 39.00 16.02%
5000 27.0
15.0 ‘ ‘ 5710 70
0l 20 el il e
m/z--> 0O 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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: Cyclicl.854 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.854 1.07 ug/L 59549 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 90
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 83
3 2-Pentene 70 C5H10 000109-68-2 80
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 68
5 1-Butanol, 3-methyl- 88 C5H120 000123-51-3 64
Abundance Scan 253 (1.854 min): VV032601. D\datams(243)() m/z 54.95 100.00%
42.0 55.0
70.0
5000
62.9 1.60 1.80 2.00 2.20
Ol rrrmreeemprrrrpreereptibeh e 88 L PRl myz 41,95 89.30%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000 LB B B B NI L
270 70.0 1.60 1.80 2.00 2.20
m/z 69.95 53.92%
15.0
0‘HH‘H\w\H\’\\H’l\}\’\\\\’\”\l\}\‘\\\\H\l\}\\\6‘%.\(\)‘\\\\‘\\\\‘\\\\‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #637: 2-Pentene, (2)-
55.0 A
 mAEEEEE SR
1.60 1.80 2.00 2.20
5000 420 0.0 m/z 40.95 49.11%
Joso 1l e
R aaaaaaE e L L Raaaanae
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #630: 2-Pentene R RaEEE e
55.0 1.60 1.80 2.00 2.20
m/z 38.95 47.92%
5000 42.0 70.0
29.0
gootso L e
R n e e i ladasmasnaneserdans R ARAENNEEEEE SN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 7 (DEL) Alkane: Cyclic1.938 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
1.938 0.81 ug/L 44811 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
2 2-Pentene, (E)- 70 C5H10 000646-04-8 87
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
4 2-Methyl-1-butene 70 C5H10 000563-46-2 86
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance Scan 279 (1.938 min): VV032601.D\data.ms (-271) (-) m/z 55.00 100.00%
55.0
5000 70.0
42.0
63.0 1.60 1.80 2.00 2.20
Ol bt 93 s 780 myz 70,00 41.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000 /\k‘uu‘mu’um‘uu‘
410 700 1.60 1.80 2.00 2.20
200 || m/z 42.00  32.22%
O-
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #642: 2-Pentene, (E)-
55.0
M e e
1.60 1.80 2.00 2.20
5000 30.0 70.0 m/z 39.00 31.05%
29.0
0‘WH_%ﬁ?wHHMH_HmeumﬁﬁﬂﬁHuﬁgﬂmmuuwmwuuw
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #647: 2-Butene, 2-methyl- O EBBARN RN
55.0 1.60 1.80 2.00 2.20
m/z 41.00 21.02%
5000 70.0
41.0
29.0
Obrrrrrroe sttt 82 AVASSAR VAN RS A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00 2.20

SFAMVTRO92923WMA.M Fri Oct 27 ©6:54:14 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.388 1.46 ug/L 81183  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 87
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 70
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 70
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 62
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 60
Abundance Scan 419 (2.388 min): VV032601.D\data.ms (-402) (-) m/z 41.00 100.00%
41.0 55.0 690
5000 84.0
PO T
‘ ‘ ‘ 2.00 2.20 2.40 2.60 2.80
0 ""H"‘m""‘wwk_‘m\‘\lm_uww‘mw m/z 55.00  98.47%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1665: 1-Pentene, 3-methyl-
55.0 69.0
T /\A f
5000 BEEREEEERE R R
27.0 840 2.00 2.20 2.40 2.60 2.80
m/z 69.00 91.46%
150 -
0 \\\‘\\\\‘\\‘\\‘\\1\‘\\\}}\‘\\\}\\\\‘\\\‘\‘\\\\‘\\\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
55.0 A
“H‘_‘H“H‘W‘H“
690 2.00 2.20 2.40 2.60 2.80
5000 27.0 m/z 56.00 65.54%
84.0
15.0 ‘
0 ‘H%pu“HV‘_‘1M“H}JH‘MM“_‘MW“H“H“‘
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1674: 1-Pentene, 3-methyl- A SRR SR Yas
55.0 2.00 2.20 2.40 2.60 2.80
410 69.0 m/z 38.95 53.38%
5000 27.0
84.0
15.0 ‘ ‘
) SR O S| S S . R L
m/z--> 0 10 20 30 40 50 60 70 80 90 2.00 2.20 2.40 2.60 2.80

SFAMVTRO92923WMA.M Fri Oct 27 ©6:54:14 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.696 1.16 ug/L 64450 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
2 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 59
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 52
Abundance Scan 515 (2.696 min): VV032601.D\data.ms (-501) (-) m/z 57.00 100.00%
57.0
41.0 73.0
5000
EEVISWRWSY NS
‘ L g5.0 2.40 2.60 2.80 3.00
ol et e e e m/z 56.00 75.46%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0
5000 L L L L L B B
2.40 2.60 2.80 3.00
m/z 73.00 71.63%
15.0 I, 710 860
O \\\’.\\\\‘\\\\‘\\\\’\\\\i\\\\‘\‘\ }‘\\\\‘\\\\‘\\}\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2388: 1-Butanol, 2-methyl-
410 570
AEEmEEEE e L
2.40 2.60 2.80 3.00
5000 29.0 00 m/z 40.95 71.38%
A e 810
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl- R ABSERERE RS R
57.0 2.40 2.60 2.80 3.00
m/z 43.00 36.19%
29.0 41.0
5000
15.0 “‘ ‘ 711'0 86.0
(O o B e R S R AN R T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.883 1.40 ug/L 77764  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 91
2 1-Hexene 84 C6H12 000592-41-6 81
3 1-Hexene 84 C6H12 000592-41-6 64
4 2-Hexene, (Z)- 84 C6H12 007688-21-3 58
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 573 (2.883 min): VV032601.D\data.ms (-562) (-) m/z 40.95 100.00%
41.0 56.0
5000
69.0 840
T AREREEas eSS
2.60 2.80 3.00 3.20
0l el il b m/z se.00  84.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1640: 1-Hexene
41.0 56.0
27.0
5000 \H‘HH“HH‘HH’HM

2.60 2.80 3.00 3.20
69.0 m/z 54.95 65.31%

15.0 ‘
O \\\‘2\0\\\‘\\‘\\‘\\1!‘\\\}}\\\\“\” \‘\\\‘\‘\\\\‘\\‘\\‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1639: 1-Hexene
41.0 56.0 /

\\\‘\\\\‘\\\\‘V\\\’\\\\

2.60 2.80 3.00 3.20

84.0

5000 m/z 42.00 60.21%
27.0
600 840
obso WLl
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1642: 1-Hexene m‘mwm“m,uu
410 56.0 2.60 2.80 3.00 3.20
m/z 38.95 55.81%
27.0
5000 84.0
o S § [ . e e
miz--> 0O 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20

SFAMVTRO92923WMA.M Fri Oct 27 ©6:54:15 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 2-Ethyl-oxetane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.970 0.72 ug/L 39910 1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-oxetane 86 C5H100 1010386-40-2 87
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 C6H14 000110-54-3 59
4 n-Hexane 86 C6H14 000110-54-3 59
5 n-Hexane 86 C6H14 000110-54-3 59

Abundance Scan 600 (2.970 min): VV032601.D\data.ms (-590) (-) m/z 56.95 100.00%

57.0
41.0
5000
86.0 T YL SRAY EE
‘ 71.0 2.60 2.80 3.00 3.20
L Rt I m/z 41.00 71.84%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0
5000 L L L N B LA B B
2.60 2.80 3.00 3.20
29.0 86.0 m/z 42.90  60.75%
150 H \\“ 7]‘"0 Il
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\i\\\\‘\\‘\\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
T e e
43.0 2.60 2.80 3.00 3.20
5000 m/z 55.95 50.61%
86.0
71.0
ot e e e e e e
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane A RAAAR AR
57.0 2.60 2.80 3.00 3.20
43.0
m/z 42.00 35.10%
29.0
5000
86.0 &\
15.0 71.0
0 2.0 | \‘ iy i | ‘ /Vwm—\/\‘dk

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

SFAMVTRO92923WMA.M Fri Oct 27 ©6:54:16 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Ethyl Acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.970 8.21 ug/L 455770  1,4-Difluorobenzene 5.535

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethyl Acetate 88 C4H802 000141-78-6 86
2 Ethyl Acetate 88 C4H802 000141-78-6 86
3 Ethyl Acetate 88 (C4H802 000141-78-6 86

4 Ethyl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59

Abundance Scan 911 (3.970 min): VV032601.D\data.ms (-900) (-) m/z 42.95 100.00%

43.0
5000 J\x
R R AaRa
| ﬂﬂmﬂ 88.0 3.60 3.80 4.00 4.20
Ol i e e e b m/z 61,00 13.93%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2272: Ethyl Acetate
43.0

5000 e
3.60 3.80 4.00 4.20

m/z 44.95 13.53%

29.0 61.0
e | N A .
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2270: Ethyl Acetate
43.0

360380400420

15.0 290 61.0
. .070.0
SR AR IR A
Ottt et e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2271: Ethyl Acetate A A RARAE RSN o
43.0 3.60 3.80 4.00 4.20

m/z 42.00 7.49%

5000
29.0 61.0 70.0
0 15 0 Iy ‘ | \‘ ‘ ‘ | 88 0

m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20

SFAMVTRO92923WMA.M Fri Oct 27 ©6:54:17 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 15 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.278 0.58 ug/L 40530 1,4-Dichlorobenzene-d4 11.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3184 (11.278 min): VV032601.D\data.ms (-3174) (- m/z 105.00 100.00%
105.0
5000 Aw JV\
77.0 PR =4
38.9 11.00 11.50
57. 121.1
0 uﬁh m‘“‘ L AL 1T 7 120,00 45.51%
m/z--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 /\ T At A‘ 7
11.00 11.50
770 m/z 77.00 16.27%
39.0 .
O \1\5\.()‘ T M T \‘[‘! \“{‘5\9‘-9\‘\ T \M‘ T \‘\ T “\‘\ \l‘\‘ “1\()\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
n‘nﬁﬂhﬂ‘ Ape ﬂﬁ
11.00 11.50
5000 m/z 91.00 12.34%
77.0
51.0
o T e b A RS
miz-> 20 40 60 80 100 120 140 N\ N\ {\
Abundance #10691: Mesitylene . LI ﬂ" AL,
105.0 11.00 11.50
m/z 119.00 9.58%
5000
39.0 77.0 121.0 /\
LN T Y N */\ — L M}“ 1
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV102423\
Data File : VV032601.D

Acqg On : 24 Oct 2023 19:43
Operator : SY/MD

Sample : 04992-05

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 1.192 2.5 ug/L 141488 1 5.535 277448 5.0
(DEL) Alkane: S 1.388 2.6 ug/L 146481 1 5.535 277448 5.0
(DEL) Alkane: S 1.597 2.2 ug/L 1199860 1 5.535 277448 5.0
(DEL) Alkane: S 1.725 5.2 ug/L 288157 1 5.535 277448 5.0
(DEL) Alkane: S... 1.764 2.8 ug/L 152793 1 5.535 277448 5.0
(DEL) Alkane: C... 1.854 1.1 ug/L 59549 1 5.535 277448 5.0
(DEL) Alkane: C 1.938 0.8 ug/L 44811 1 5.535 277448 5.0
(DEL) Alkane: S 2.388 1.5 ug/L 81183 1 5.535 277448 5.0
(DEL) Alkane: S 2.696 1.2 ug/L 64450 1 5.535 277448 5.0
(DEL) Alkane: S... 2.883 1.4 ug/L 77764 1 5.535 277448 5.0
2-Ethyl-oxetane 2.970 0.7 ug/L 3991 1 5.535 277448 5.0
Ethyl Acetate 3.970 8.2 ug/L 455770 1 5.535 277448 5.0
Benzene, 1,2,3-... 11.278 0.6 ug/L 40530 3 11.188 348040 5.0
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