LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 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_U\Method\SFAMUTR122022WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@52559.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 27 rVB 3877668 3497775 35.28% 12.928%
2 1.491 40 47 68 rBv 128170 139089 1.40% 0.514%
3 1.588 68 77 94 rBV2 1686473 2492604 25.14% 9.213%
4 1.732 115 122 140 rVB 326462 404457 4.08% 1.495%
5 1.909 167 177 193 rvB3 157181 239482  2.42% 0.885%
6 1.996 196 204 217 rVB 127554 174286 1.76% 0.644%
7 2.157 243 254 262 rBV 445575 613111 6.18% 2.266%
8 2.218 262 273 290 rVB4 344342 688353  6.94%  2.544%
9 2.417 319 335 344 rBV 186942 309839 3.12% 1.145%
10 2.568 370 382 394 rVB2 154978 262962 2.65% 0.972%
11 2.858 462 472 488 rVB2 61306 109149 1.10% 0.403%
12 2.980 492 510 517 rBvé 49071 133631 1.35% 0.494%
13 3.584 682 698 720 rVV3 157308 390867 3.94%  1.445%
14 3.697 720 733 752 rVB2 44468 101296 1.02% 0.374%
15 4.192 868 887 901 rBV3 48091 125980 1.27% 0.466%
16 4.649 1012 1029 1086 rVB 135778 581933 5.87% 2.151%
17 5.060 1140 1157 1180 rVB 155637 392839 3.96%  1.452%
18 5.722 1338 1363 1375 rBv2 311153 831729 8.39% 3.074%
19 6.021 1447 1456 1477 rVB4 50843 127755 1.29% 0.472%
20 6.247 1513 1526 1551 rBV 287898 621416 6.27% 2.297%
21  6.539 1604 1617 1637 rVB3 113960 245197 2.47%  0.906%
22 6.687 1649 1663 1680 rBV 202678 402718 4.06% 1.488%
23 7.562 1924 1935 1949 rBV 98539 175032 1.77% 0.647%
24  7.893 2020 2038 2051 rBV 363154 626836 6.32% 2.317%
25  8.549 2227 2242 2257 rBV 5932441 9914851 100.00% 36.646%

26 8.632 2257 2268 2306 rVB 648589 1259373 12.
27 9.414 2497 2511 2528 rBV 406617 677423 6
28 10.751 2915 2927 2942 rVB 174701 276655 2.79%
29 11.806 3243 3255 3271 rBV 408523 658528 6
30 12.188 3362 3374 3391 rBV 355336 580422 5
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Sum of corrected areas: 27055588
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU052559.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.
1.359 28.14 ug/L 3497780  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropane 42 C3He6 000075-19-4 9

Abundance Scan 6 (1.359 min): VU052559.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
5000 /\
Rmmma e
1.401.50 1.60 1.70 1.80
ol et e 2L 2008 m/z 39,00 74.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
5000
1.401.50 1.60 1.70 1.80
m/z 42.00 63.15%
15.0‘
0 \“H\“\‘i\‘ui ‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #62: Propene
41.0
Rmmmanas s
1.401.50 1.60 1.70 1.80
5000 m/z 40.00 24.30%
15.0
0 \‘m‘”m‘m R A I EEAENRAREEES s e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1875: 2-Oxetanone, 4-methyl- ““‘,H‘z\\““u““
42.0 1.401.501.601.70 1.80
m/z 43.10 20.75%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
1.491 1.12 ug/L 139089 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Isobutane 58 C4H1e 000075-28-5 80
2 Isobutane 58 C4H1e 000075-28-5 72
3 Isobutane 58 C4H1e 000075-28-5 72
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 59
Abundance  Scan 47 (1.491 min): VU052559.D\data.ms (-40) (-) m/z 43.10 100.00%
431
1‘46‘ 160 180
58.1
0 ‘_H‘_‘w‘i:mm“H““w““,l??-?‘ 41.00  45.48%
m/z--> 0 20 40 60 80 100 120
Abundance #267: Isobutane
43.0
5000
270 140 160 1.80
' m/z 42.05 33.56%
0 1.0 | “w\ \‘\ | 5§0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #269: Isobutane
43.0
T
140 160 1.80
5000 m/z 39.00 17.62%
27.0
‘ ‘ 58.0
o el et
m/iz--> 0 20 40 60 80 100 120
Abundance #266: Isobutane P
43.0 140 160 1.80
m/z 57.10 4.39%
5000
27.0
o 320 | | so N0 VN
m/z--> 0 20 40 60 80 100 120 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
1.732 3.25 ug/L 404457  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Butene 56 C4H8 000106-98-9 83
2 2-Butene, (Z)- 56 C4H8 000590-18-1 83
3 1-Butene 56 C4H8 000106-98-9 83
4 1-Butene 56 C4H8 000106-98-9 83
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80
Abundance Scan 122 (1.732 min): VU052559.D\data.ms (-115) (-) m/z 41.00 100.00%
41.0
56.0
5000
1.60 1.80 2.00

0L el 78T 7 se.e5  60.89%

miz--> 0O 10 20 30 40 50 60 70 80

Abundance #199: 1-Butene

41.0
5000 L B L B B BB R A
5.0 1.60 1.80 2.00
28.0 m/z 39.00  40.10%
O 2.015‘01
miz--> 0 10 20 30 40 50 60 70 80
Abundance #203: 2-Butene, (2)-
41.0
A
56.0 1.60 1.80 200
5000 m/z 55.05 %
28.0
0 150
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #195: 1-Butene
41.0 1.60 1.80 200
m/z 53.05 .11%
5000 56.0
27.0
X ‘[\‘ m‘
m/z--> 0O 10 20 30 40 50 60 70 80 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
1.996 1.40 ug/L 174286 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 45
4 Oxirane, trimethyl- 86 C5H100 005076-19-7 38
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 36
Abundance Scan 204 (1.996 min): VU052559.D\data.ms (-196) (-) m/z 43.10 100.00%
43.1
R aREE
‘ 72.1 1.60 1.80 2.00 2.20 2.40
ol b 20TE myz 42,00 87.47%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000
1.60 1.80 2.00 2.20 2.40
m/z 41.00 84.63%
72.0
0 15‘0\‘ wlll \‘ \‘
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.10 69.06%
15.0
‘ i ‘ 72.0
ottt bl e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane L “‘AW““_“‘,‘H“‘
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 26.02%
5000
72.0
osol L T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.
2.157 4.93 ug/L 613111 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene 70 C5H10 000109-67-1 91
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 83
3 1-Pentene 70 C5H1e 000109-67-1 76
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 254 (2.157 min): VU052559.D\data.ms (-243) (-) m/z 42.00 100.00%
42.0
5000 70.1
§ 1 1.80 2.00 2.20 2.40
bl 200 1269 /7 55.05 74.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #629: 1-Pentene
42.0
5000
70.0 1.80 2.00 2.20 2.40
27.0 m/z 41.00 48.46%
\H \‘M \'0
O H\‘HH’\HHHH‘ \H’HH‘H\\“\\H‘HH‘HH‘HH’HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #657: Cyclopropane, ethyl-
42.0
1.80 2.00 2.20 2.40
5000 m/z 70.10 44.76%
27.0 70.0
i \\‘ \\‘\ ‘ﬁ‘.o
O et et R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 j\
Abundance #631: 1-Pentene “‘H““‘W“Aw,u“‘
42.0 1.80 2.00 2.20 2.40
m/z 39.00  38.40%
5000
27.0 70.0
L2830 L SO .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.218 5.54 ug/L 688353  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 2-Methyl-1-butene 70 C5H1e 000563-46-2 90
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 90
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87
5 2-Pentene 70 C5H10 000109-68-2 87
Abundance Scan 273 (2.218 min): VU052559.D\data.ms (-262) (-) m/z 55.05 100.00%
55.0
5000
42.0 70.1 j
‘ 1.80 2.00 2.20 2.40 2.60
0 ‘““H““‘w“““Hl}“‘WMMJM“H““‘W‘ m/z 42.05 35.69%
miz-> 0 10 20 30 40 50 60 70
Abundance #644: 2-Methyl-1-butene
55.0
5000 ‘\\\J‘L\\\‘\\\\‘\\\\’\\
900 390 70.0 1.80 2.00 2.20 2.40 2.60
m/z 70.10 33.63%
15.0 ‘
1.0
O\\\‘\\\\‘\\\\‘\\ ‘\\\\\\\\"\‘1\‘\\\\“\\\\‘\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #643: 2-Methyl-1-butene
55.0 A
R o R
1.80 2.00 2.20 2.40 2.60
m/z 39.00 32.78%
5000 70.0
42.0
29 0
15.0 ‘ ‘
0 “‘_“‘_““H““H‘ ‘H‘,“M“‘Hqu“w‘
m/iz--> 0 10 40 50 60 70 80
Abundance #639.2—Pentene,(2}
55.0 1.80 2.00 2.20 2.40 2.60
m/z 41.00 31.93%
5000 42.0
70.0
29.0
0 15.0 ‘ ‘ ‘ A
\\\‘\\\\‘\\\\‘\\\‘\\\\\\\\’\\\\‘\\\‘\“‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.417 2.49 ug/L 309839 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 90
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 87
3 2-Pentene 70 C5H1e 000109-68-2 86

4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 86
5 2-Pentene, (Z)- 70 C5H1e 000627-20-3 83

Abundance Scan 335 (2.417 min): VU052559.D\data.ms (-319) (-) m/z 55.00 100.00%

55.0
5000
42.0 70.1
‘ 63.0 2.00 2.20 2.40 2.60 2.80
O b b S T8 myz 70.10  37.35%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #643: 2-Methyl-1-butene
55.0
5000 \‘\\\\‘\\j\\\‘\\\\’\\\\‘\\
420 70.0 2.00 2.20 2.40 2.60 2.80
m/z 41.95 35.36%
0 15.0 H ‘
\\‘\H\‘H\\‘\H\‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH \\H‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #639: 2-Pentene, (Z)-
55.0 K
e R
2.00 2.20 2.40 2.60 2.80
5000 42.0 m/z 38.95 31.97%
70.0
29.0
oo s
P e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #633: 2-Pentene
55.0 2.00 2.20 2.40 2.60 2.80
m/z 41.00 23.07%
5000 42,0 70.0
29.0
YA Lo ISAR W/ A7, —
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1,3-Cyclopentadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.858 0.88 ug/L 109149 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
2 1,3-Cyclopentadiene 66 C5H6 000542-92-7 91
3 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 91
4 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 83
5 3-Penten-1-yne 66 C5H6 002206-23-7 83
Abundance Scan 472 (2.858 min): VU052559.D\data.ms (-462) (-) m/z 66.00 100.00%

66.0
5000
39.0

‘ 2.60 2.80 3.00 3.20

Obrerpreer et e 2288 /7 65.00  60.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #434: 1,3-Cyclopentadiene
66.0 ‘/\
5000 LI L L L L B B B
39.0 2.60 2.80 3.00 3.20

m/z 38.95 31.53%

250, | il
H\‘\\H‘HH‘HH‘\H\‘HH’H \‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #433: 1,3-Cyclopentadiene
66.0

2.60 2.80 3.00 3.20

o

5000 m/z 39.95 23.59%
39.0
O b 22 el e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #440: 1-Buten-3-yne, 2-methyl- R EEEESEE RS e
66.0 2.60 2.80 3.00 3.20
39.0 m/z 37.95 11.01%
- M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.
2.980 1.08 ug/L 133631 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 94
2 Cyclopropane, 1-ethyl-1-methyl- 84 C6H12 053778-43-1 81
3 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 81
4 Pentane, 3-methylene- 84 C6H12 000760-21-4 74
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 52
Abundance Scan 510 (2.980 min): VU052559.D\data.ms (-492) (-) m/z 55.00 100.00%
55.0
5000
39,0 84.1 ]L
R ER R A AR AN AR
‘ 2.60 2.80 3.00 3.20 3.40
Ol Wl 1278 s 41,00 94.50%
m/z--> 0 20 40 60 80 100 120
Abundance #1665: 1-Pentene, 3-methyl-
55.0
5000 3900 M\‘HH‘HH’HH‘H
84.0 2.60 2.80 3.00 3.20 3.40
m/z 69.10 86.91%
s | Il
0 \‘\\\‘\‘\H\\‘}‘\\H\“\“\‘\\‘\‘\\\‘\\\\’\\\\
miz--> 0 20 40 60 80 100 120
Abundance #1710: Cyclopropane, 1-ethyl-1-methyl-
41.0
R R RRR R R e EEUR
69.0 2.60 2.80 3.00 3.20 3.40
5000 m/z 56.00 51.73%
84.0
15.0 ‘
o NS N Y S —
m/iz--> 0 20 40 60 80 100 120
Abundance #1674: 1-Pentene, 3-methyl- BN WA’ SV
55.0 2.60 2.80 3.00 3.20 3.40
m/z 38.95 40.10%
5000 27.0
84.0
m/z--> 0 20 40 60 80 100 120 2.60 2.80 3.00 3.20 3.40

SFAMUTR122022WMA.M Thu Dec 29 11:59:04 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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.
3.584 3.14 ug/L 390867 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 87
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 83
3 1-Hexene 84 CeH12 000592-41-6 81
4 1-Hexene 84 C6H12 000592-41-6 81
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
Abundance Scan 698 (3.584 min): VU052559.D\data.ms (-682) (-) m/z 41.00 100.00%
41.0 56.0
5000
84.0

0.0 3.20 3.40 3.60 3.80 4.00

L A9+ i 127.9 o
bbbl R b 2252 m/z 56.@5  98.23%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #1675: 1-Pentene, 2-methyl-

56.0
41.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\\
27.0 84.0 3.20 3.40 3.60 3.80 4.00

m/z 54.95 58.49%

1130 \’Hz\i.\c\)\\‘\\‘H‘HH’HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0 Jﬂf\\

3.20 3.40 3.60 3.80 4.00

o

5000 27.0 m/z 41.95 51.89%
84.0
0 ]]3'0 “,‘]q"(‘)u_m‘HH,HHWHWH‘M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \/\ M
Abundance #1639: 1-Hexene

41.0 56.0 3.20 3.40 3.60 3.80 4.00
m/z 43.10 49.62%

5000
27.0 84.0

Al Ll 70.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 14
R.T. EstConc Area Relative to ISTD R.T.
3.697 0.82 ug/L 101296 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual

1 n-Hexane 86 C6H14 000110-54-3 91
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 86
3 n-Hexane 86 C6H14 000110-54-3 86

4 n-Hexane 86 C6H14 000110-54-3 86
5 n-Hexane 86 C6H14 000110-54-3 58

Abundance Scan 733 (3.697 min): VU052559.D\data.ms (-720) (-) m/z 57.05 100.00%

57.0
41.0
5000
‘,“
‘ Il nosm 1268 3.40 3.60 3.80 4.00
OF et e b AR m/z 41,00 65.63%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2039: n-Hexane
41.0 57.0
270
5000

3.40 3.60 3.80 4.00
m/z 43.05 59.11%

86.0
71.0 ‘
O\\‘\i‘\\‘\\1\‘H\i}\}H‘\‘\‘\MHH“\H\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1948: 2-Ethyl-oxetane
57.0
‘,“
41.0 3.40 3.60 3.80 4.00
5000 ITI z 56.05 53.04%
86.0
‘ 71.0 ‘
0‘WmWHWH‘mw‘m“Mmq“H"mu‘uH_m‘uwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2041: n-Hexane me,mwmwu
57.0 3.40 3.60 3.80 4.00

m/z 42.00 36.97%

43.0
5000
86.0
71.0 ‘ j
| | N\A

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 3.60 3.80 4.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.192 1.01 ug/L 125980 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2-Hexene 84 C6H12 000592-43-8 93
2 2-Hexene, (E)- 84 C6H12 004050-45-7 87
3 2-Hexene, (Z)- 84 C6H12 007688-21-3 87
4 3-Hexene, (E)- 84 C6H12 013269-52-8 83
5 3-Hexene, (Z)- 84 C6H12 007642-09-3 80
Abundance Scan 887 (4.192 min): VU052559.D\data.ms (-868) (-) m/z 55.10 100.00%
55.1
5000 41.0 84.1
69.0 A
“H‘_‘H,‘H‘_‘H“
| H 1279 3.80 4.00 4.20 4.40 4.60
0 m,mWHW\HM;M! e m/z 42.00  45.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1641: 2-Hexene
55.0
5000 410 ‘HH‘\H\’H/\,\\‘M
27.0 84.0 3.80 4.00 4.20 4.40 4.60
' 69.0 m/z 40.95  43.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1658: 2-Hexene, (E)-
55.0
P T T
3.80 4.00 4.20 4.40 4.60
5000 41.0 m/z 84.10 41.19%
27.0 84.0
‘ 69.0
obsze b Mol L L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1653: 2-Hexene, (2)- R RARas L
55.0 3.80 4.00 4.20 4.40 4.60
m/z 38.95 32.75%
41.0
5000
27.0 84.0
69.0 A,\/\
0‘H,NH_J‘_HwH‘MMHM‘HMHW‘HWHH,HH_H‘_HWH‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.021 1.03 ug/L 127755 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Heptene 98 C7H14 000592-76-7 95
2 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 70
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 58

4 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 52
5 (Z)-2-Heptene 98 C7H14 006443-92-1 52

Abundance Scan 1456 (6.021 min): VU052559.D\data.ms (-1447) (-) m/z 41.00 100.00%

41.0
56.0
70.1
5000
98.1 /‘\\\\\‘\\\\’\\\\‘\\\\‘\\
‘ 81.0 ‘ 5.60 5.80 6.00 6.20 6.40
0 ","wa‘u}“mw“ IO R S E m/z 56.05 80.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3706: 1-Heptene
41.0 56.0
29.0
5000 70.0 ‘HH‘HH’H/\\\/\‘/\\/\L\\\TH
5.60 5.80 6.00 6.20 6.40
m/z 55.00 79.91%
‘ 83.0 98"0
O\\’\\\\‘\\\!‘\\\}}\‘\\\“\H\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3793: 2-Hexene, 5-methyl-, (E)-
56.0
410 [‘\\\\\‘\\\\’\\\\‘\\\\‘\\
5.60 5.80 6.00 6.20 6.40
5000 m/z 70.10 56.63%
27.0
70.0 98.0
o | alolh 2]
o S O A O Y NS
m/iz--> 10 20 30 40 50 60 70 80 90 100 /\
Abundance #3768: (Z2)-Hex-2-ene, 5-methyl- Rman ‘ i a
56.0 5.60 5.80 6.00 6.20 6.40
41.0 m/z 42.05 51.38%
5000
27.0 69.0
98.0
0 bttt et el L A A
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU122722\
Data File : VU@52559.D

Acqg On : 27 Dec 2022 13:08
Operator : JC/MD

Sample : N6171-10

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR122022WMA.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 1.359 28.1 ug/L 3497780 1 6.247 621416 5.0
(DEL) Alkane: S 1.491 1.1 ug/L 139089 1 6.247 621416 5.0
(DEL) Alkane: S 1.732 3.3 ug/L 404457 1 6.247 621416 5.0
(DEL) Alkane: S 1.996 1.4 ug/L 174286 1 6.247 621416 5.0
(DEL) Alkane: S 2.157 4.9 ug/L 613111 1 6.247 621416 5.0
(DEL) Alkane: S... 2.218 5.5 wug/L 688353 1 6.247 621416 5.0
(DEL) Alkane: S... 2.417 2.5 ug/L 309839 1 6.247 621416 5.0
1,3-Cyclopentad... 2.858 0.9 ug/L 109149 1 6.247 621416 5.0
(DEL) Alkane: S 2.980 1.1 ug/L 133631 1 6.247 621416 5.0
(DEL) Alkane: S 3.584 3.1 ug/L 390867 1 6.247 621416 5.0
(DEL) Alkane: S 3.697 0.8 ug/L 101296 1 6.247 621416 5.0
(DEL) Alkane: S 4.192 1.0 ug/L 125980 1 6.247 621416 5.0
(DEL) Alkane: S 6.021 1.0 ug/L 127755 1 6.247 621416 5.0
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