LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100322\
Data File : VV028286.D

Acqg On : @03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 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\SFAMVTR100322WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV028286.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 72 81 90 rBV 303063 312271 4.71% 1.767%
2 1.407 100 114 128 rBV 59314 214702 3.24% 1.215%
3 1.561 156 162 173 rVB 99439 118910 1.79% 0.673%
4 1.629 175 183 199 rVB 560815 688133 10.39%  3.895%
5 1.802 230 237 249 rVB3 93969 143681 2.17% 0.813%
6 2.018 296 304 319 rVW 141566 202571 3.06% 1.147%
7 2.101 321 330 349 rVB 205915 339022 5.12% 1.919%
8 2.490 435 451 469 rBV5 151644 430907 6.50% 2.439%
9 2.571 469 476 497 rVB3 64148 125688 1.90% 0.711%
10 2.754 519 533 548 rBV 61964 125807 1.90% 0.712%
11 3.754 830 844 861 rBV2 69914 171351  2.59% 0.970%
12 3.902 878 890 919 rBV3 65921 269430 4.07% 1.525%
13 4.342 1009 1027 1052 rBvV 126489 328763 4.96% 1.861%
14 4.670 1111 1129 1142 rBVS5 37617 97682 1.47% ©.553%
15 4.757 1142 1156 1177 rVB3 49559 130589 1.97% 0.739%
16 5.043 1228 1245 1248 rBV2 318500 604145 9.12% 3.419%
17 5.092 1249 1260 1290 rVV 3037114 6624836 100.00% 37.496%
18 5.227 1292 1302 1322 rVB2 56353 160509 2.42% 0.908%
19 5.612 1410 1422 1459 rBV 228471 508739 7.68% 2.879%
20  6.063 1548 1562 1592 rBV 163509 389620 5.88%  2.205%
21 6.770 1769 1782 1799 rBv4 41601 109237 1.65% 0.618%
22 6.982 1830 1848 1869 rBV3 67038 136221 2.06% 0.771%
23 7.310 1940 1950 1965 rBV 339382 595209 8.98%  3.369%
24 7.387 1965 1974 1996 rVB 91434 170280 2.57% 0.964%
25 7.622 2039 2047 2065 rVB 37227 70214 1.06% 0.397%
26 8.085 2181 2191 2224 rBV 311801 622775 9.40% 3.525%
27  8.847 2416 2428 2454 rBV 335642 568966 8.59%  3.220%
28 9.008 2467 2478 2500 rBV 598911 936022 14.13% 5.298%
29 9.136 2507 2518 2543 rVB 302929 511668 7.72% 2.896%
30 10.214 2842 2853 2870 rBV 123806 198330 2.99% 1.123%
31 10.352 2885 2896 2915 rBV 59482 97096 1.47% 0.550%
32 10.445 2915 2925 2931 rBv2 54914 96344 1.45% 0.545%
33 10.911 3059 3070 3087 rBV 160974 243900 3.68% 1.380%
34 11.246 3163 3174 3193 rBV 367943 573686 8.66% 3.247%
35 11.525 3249 3261 3280 rBV2 88104 180923 2.73% 1.024%

36 11.622 3280 3291 3310 rVB 345587 569777 8.60%  3.225%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 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\SFAMVTR100322WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 17668004
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv100322\

: Vv028286.D

: @3 Oct 2022 18:23

: SY/MD

: N4856-11DL 40X

: 25.0mL/MSVOA_V/WATER
. 22

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 Sulfur dioxide Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
1.407 2.11 ug/L 214702 1,4-Difluorobenzene 5.612
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 7
Abundance Scan 114 (1.407 min): VV028286.D\data.ms (-100) (-) m/z 64.00 100.00%
64.0
5000 //k
R AR mEE
1.20 1.40 1.60 1.80
41.0 a
0l et A e m/z 48.00 40.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LIS L L L B
1.20 1.40 1.60 1.80
m/z 66.00 5.94%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
\A\‘\\\\’\\\\‘\\\\‘\\
1.20 1.40 1.60 1.80
5000 m/z 50.00 2.82%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- A‘AWH‘,“““““‘
64.0 1.20 1.40 1.60 1.80
m/z 56.10 2.78%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
R L e R RGN SRS SRR
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.629 6.76 ug/L 688133  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 Isobutylene epoxide 72 C4H80 000558-30-5 38
4 Pentane 72 C5H12 000109-66-0 33
5 Pentane 72 C5H12 000109-66-0 28
Abundance Scan 183 (1.629 min): VV028286.D\data.ms (-175) (-) m/z 43.10 100.00%
T 570
5000
‘ 721 1.40 1.60 1.80 2.00
Ottt 983wz a1.e5 87.72%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 270
1.40 1.60 1.80 2.00
15.0 m/Z 42.10 86.85%
‘ 72.0
O\\\‘;\\\‘\}\\‘\\1\“\\\\}}\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #814: Butane, 2-methyl-
43.0
570 1.40 1.60 1.80 2.00
5000 m/z 57.05 81.19%
29.0
72.0
15.0 ‘ “ |
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #784: Isobutylene epoxide  REEammE R
41.0 1.40 1.60 1.80 2.00
m/z 56.05 27.85%
5000 72.0
27.0
15.0 H 57.0
0 m_m_mwu““ml‘ e e e L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
1.802 1.41 ug/L 143681 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 78
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 237 (1.802 min): VV028286.D\data.ms (-230) (-) m/z 43.10 100.00%
43.1
5000
55.1
35‘ ‘ 621 72‘-0 1.40 1.60 1.80 2.00 2.20
Ol e et o g b e M/2 42,10 62.28%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #809: Pentane
43.0
5000
1.40 1.60 1.80 2.00 2.20
. m/z 41.05 57.51%
27.0 57.0 720 /
ok 150 [ 1l 500, es0
’HH‘\\H‘HH‘HH‘HH‘HH‘HHH\‘\\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 #810: Pentane
43.0
1.40 1.60 1.80 2.00 2.20
5000 m/z 55.10 21.95%
27.0
57.0 72.0
15.0 ‘ ‘ |
O tprrrrprrrfrrrrprerpH e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #808: Pentane
43.0 1.40 1.60 1.80 2.00 2.20
m/z 57.05 20.14%
5000
27.0 57.0 72.0
o350 w0 eso | L
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

SFAMVTR100322WMA.M Thu Oct 06 15:21:32 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.018 1.99 ug/L 202571 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 90
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 83
4 2-Methyl-1-butene 70 C5H1e 000563-46-2 83
5 2-Pentene 70 C5H10 000109-68-2 83
Abundance Scan 304 (2.018 min): VV028286.D\data.ms (-296) (-) m/z 55.10 100.00%
55.1
5000 70.1
41.0
‘ “ 1.60 1.80 2.00 2.20 2.40
0 ““‘H“““_““‘H\{u“qhhl“‘uhuu“‘_ m/z 70.10 44.37%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #647: 2-Butene, 2-methyl-
558.0
5000 700 /\‘\\\\‘\\\\‘\\\\‘\\\\’\\
41.0 1.60 1.80 2.00 2.20 2.40
29.0 m/z 41.05 25.65%
miz-> 0 10 20 30 40 50 60 70 80
Abundance #651: 2-Butene, 2-methyl-
55.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.05 23.68%
41.0 70.0
27.0
o ||
1.0
0 ‘H“‘H“NH“ml“H:}uu‘pﬁl“H‘wyu“‘
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #637: 2-Pentene, (2)-
55.0 1.60 1.80 2.00 2.20 2.40
m/z 42.10 18.60%
29.0
0 150
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
2.571 1.24 ug/L 125688 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 64
2 1-Pentene 70 C5H10 000109-67-1 64
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 59

4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 47
5 1-Pentene 70 C5H10 000109-67-1 45

Abundance Scan 476 (2.571 min): VV028286.D\data.ms (-469) (-) m/z 42.10 100.00%

42.1
5000 55.1 70.1 J\[\
TS S
63.0 84.2 2.20 2.40 2.60 2.80
Ob bl el O3 T hyz ss.10 49.29%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
A

5000 \‘\\\\‘\\\\‘\\\\‘\\\\’\
550 2.20 2.40 2.60 2.80
) m/z 70.10 47.37%
21.0 70.0
15'0 \‘\ \‘\ . ‘
O\\‘\\\\‘\\\\’\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
A A
55.0 2.20 2.40 2.60 2.80
m/z 41.10 41.09%
5000 70.0
29.0
15.0 ‘ ‘
0H_m‘u“‘,m;}‘m_“m_m‘mwmwu
m/z--> 10 40 50 60 70 80 90
Abundance #655: Cyclobutane, methyl-
42.0 2.20 2.40 2.60 2.80

m/z 39.00 25.63%

5000
55.0
270 ‘ 70.0
i \“ | ‘

m/z--> 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
2.754 1.24 ug/L 125807 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 83
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
Abundance Scan 533 (2.754 min): VV028286.D\data.ms (-519) (-) m/z 57.10 100.00%

57.1
41.0
5000

‘ 711 gg1 2.40 2.60 2.80 3.00
o L L N m/z 56.10 90.89%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl-
VAN

57.0

200 410

5000 N
2.40 2.60 2.80 3.00

m/z 41.05 58.38%
W

10 1§ .0 71‘-0 86.0
TTT ‘ TTTT ‘ TTTT ‘ TT T ‘ LU ‘ \ T T ‘ \ T \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTT
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0

2.40 2.60 2.80 3.00
5000 ' m/z 43.10 27.36%

29.0
oo aso T o
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2050: Pentane, 3-methyl-
57.0

2.40 2.60 2.80 3.00
m/z 39.00 17.25%

29.0 41.0
5000
oL20 80 \‘ 70 8so

\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\H w‘uu‘wuwuu‘uu‘w

m/z--> 0 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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: Cyclic3.754 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.754 1.68 ug/L 171351  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
Abundance Scan 844 (3.754 min): VV028286.D\data.ms (-830) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1 AA/\/\
R R L e
‘ ‘ ‘ ‘ 84.1 3.40 3.60 3.80 4.00
oH_m_m_He\“m;u‘lu_m!,”m‘m‘”w m/z 41.05 46.32%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L L L N B R I

3.40 3.60 3.80 4.00

28.0 M ‘ 840 m/z 69.10 44.14%
0 \\‘\J-\S\O\‘\\ H“\\\}}\‘\\\i‘\u ‘\‘\\\‘1"\\\\‘\!\\‘\\
m/z--> 10 20 40 50 60 70 80 90
Abundance #1676:1—Pentene,24nethyh
56.0
41.0 3‘403503‘804’00 |
5000 m z 55.05 26.09%

o

69.0 84.0
29.0 H
“_““H‘H‘H“}ﬂu‘wﬂ‘w‘lum;“‘w‘w‘w“
miz--> 10 20 40 50 60 70 80 90 A
Abundance #1679:Cydopmﬂane,nnnhyL \ At
56.0

3.40 3.60 3.80 4.00
m/z 39.00 21.67%

5000 41.0
69.0
84.0
27.0 ‘ ‘ |
ol 180 [l

m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
4.757 1.28 ug/L 130589 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 86
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 56
Abundance Scan 1156 (4.757 min): VV028286.D\data.ms (-1142) (-) m/z 56.10 100.00%
56.1
43.1
5000 - /\j\
R R RANE e AR
H ‘ 85.1 100.2 4.40 4.60 4.80 5.00
O e st e e m/z 430100 67.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0 f/\
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.10 63.21%
‘ “\ ‘\ 85‘.0 100.0
0H\’HH’HH’HH"HH’\‘\ \’\H\‘H\H‘HH‘HHMH\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 560
T
4.40 4.60 4.80 5.00
5000 m/z 41.00 53.03%
29.0 71.0
oo [l 0
H‘W“w“u,‘uwwi‘wu",‘H‘_“w“u“u‘_“w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484 Pentane, 2,3-dimethyl- “““_““‘H‘,“H“
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 37.49%
5000
29.0 71.0
85.0
XS LY Y, N A V0.
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.227 1.58 ug/L 160509 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 50
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 40
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 40

Abundance Scan 1302 (5.227 min): VV028286.D\data.ms (-1292) (-) m/z 57.10 100.00%
57.1

5000
41.0 ﬁ\
R ERRARENEE SR

“ “ 73.0 99.0 5.00 5.20 5.40 5.60
el e m/z 56,10 35.13%

miz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0 /\

o

5000 \\\\‘\\\\‘\\\\‘\\\\‘\\\
5.00 5.20 5.40 5.60
41.0 m/z 41.05 27.65%
0 ‘ “\ . 710 850 2290 1140
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
‘ﬁyw“w‘u‘wﬁﬁwf\
5.00 5.20 5.40 5.60
5000 m/z 43.05 15.08%
41.0
o 30 210 M ‘M 83.0 %0 1140
‘H_H‘_Hw‘HwH‘WHH‘HH_‘H_HW‘HWH‘WHH‘HH_
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- ‘/Xu“u“u“MWT‘H‘
57.0 5.00 5.20 5.40 5.60

m/z 55.05 14.87%

5000
41.0
27.0
ol 40 I |, 710 930 114.0 M

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
6.770 1.07 ug/L 109237 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 59
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53

Abundance Scan 1782 (6.770 min): VV028286.D\data.ms (-1769) (-) m/z 43.05 100.00%

3.0
71.1
5000
e e
‘ | 09.1 6.40 6.60 6.80 7.00
ol el m/z 71.10 78.13%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 TR T e TR
6.40 6.60 6.80 7.00
m/z 70.10 68.55%
15.0 H | ‘ 99.0
O \‘\\\\‘\\\\‘}\\‘\‘\\w\’}\\\“\\\\’\\\\‘\\\\’\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0
VARV NIV
6.40 6.60 6.80 7.00
5000 710 m/z 57.10  54.11%
o0 || | | emo s
e R
m/iz--> 0O 20 40 60 80 100 120 140 160 /\ /\
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester ‘H“H“H‘Ahﬁ‘W‘
43.0 71.0 0660680700
m/z 85.10  48.14%
5000
0 L \‘M M‘ 9201110 1370 1670 ) s
R L a m e T e AR R P
m/z--> 0 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 Benzene, propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.352 0.85 ug/L 97096 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
Abundance Scan 2896 (10.352 min): VV028286.D\data.ms (-2885) (- m/z 91.10 100.00%
91.1
5000
120.1 — -
351 511 %31 780 | 1051 ‘ 10.00 10.50
O R ma A A E o e o ad RAGRARERRY m/z 120.10 22.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0
5000 /\‘ : LR}
10.00 10.50
120.0 m/z 92.10  11.95%
65.0
0H‘\\H‘H\‘\‘\\3\?“‘\0\\\5&.\0\\‘\‘\‘\\‘\?ﬁ.‘()\\\\“!\H]‘-\()\?.\(‘)HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10699: Benzene, propyl-
91.0 /\
— LAV, B
10.00 10.50
5000 m/z 65.10 9.81%
120.0
26,0 390 520 %50 780 | 1050
Ol ey P b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\ [\
Abundance #10701: Benzene, propyl- ”‘ ‘ ‘ ‘A‘ i
91.0 10.00 10.50
m/z 78.00 5.58%
5000
120.0
65.0
e e e e e e e - A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.445 0.84 ug/L 96344  1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 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 2925 (10.445 min): VV028286.D\data.ms (-2915) (- m/z 105.10 100.00%
105.1
5000
120.1 K
: e
77.0 91.0 10.50
38,1 51\'0 Ll ly ‘ 1/ I 9
Ot e e e e m/z 120.10 31.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M\\]\ A
m/z 91.05 11.80%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 j\
e
10.50
5000 m/z 77.05 11.42%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\w‘e‘%;‘?wu“1“””“1"W‘;Mmu“uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M /\\
Abundance #10723: Benzene, 1-ethyl-3-methyl- A ‘A\ o
105.0 10.50
m/z 106.00 8.77%
5000
120.0
39.0 77.0 91.0 f’\/\
PN < g OO N NG 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV100322\
Data File : VV028286.D

Acqg On : 03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.525 1.58 ug/L 180923 1,4-Dichlorobenzene-d4 11.246
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 76
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
Abundance Scan 3261 (11.525 min): VV028286.D\data.ms (-3249) (- m/z 117.10 100.00%
117.1
I [\A
91.1 R
om,‘m_m,‘HJ_HWM:MMP}?,WJ“mwwwl“wl,eff‘cﬂ‘ m/z 118.10  56.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 T :
11.50
910 m/z 115.10 42.15%
39.0 630 L
O\H’\\H‘HH’\\H“\H\i‘\\\\‘}‘\‘H‘HH’H\\“HH‘HH‘H!\‘HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10178: Indane
117.0
T \
11.50
5000 m/z 116.10 15.49%
39.0 58.0 91.0
o"‘,"Hw‘,"‘“w‘NHulmﬁ_’ﬂwu‘H‘_uu_‘l“w,w_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane e ‘A‘ —
117.0 11.50
m/z 91.10 14.807
5000
39.0 &g 91.0 ‘ /\\ }
SN YCRNN M AT O AR R B P9 WO ALY WY
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\VV100322\
Data File : VV028286.D

Acqg On : @03 Oct 2022 18:23
Operator : SY/MD

Sample : N4856-11DL 40X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100322WMA.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|
Sulfur dioxide 1.407 2.1 ug/L 214702 1 5.612 508739 5.0
(DEL) Alkane: S.. 1.629 6.8 ug/L 688133 1 5.612 508739 5.0
(DEL) Alkane: S.. 1.802 1.4 ug/L 143681 1 5.612 508739 5.0
(DEL) Alkane: S.. 2.018 2.0 ug/L 202571 1 5.612 508739 5.0
(DEL) Alkane: S.. 2.571 1.2 ug/L 125688 1 5.612 508739 5.0
(DEL) Alkane: S.. 2.754 1.2 ug/L 125807 1 5.612 508739 5.0
(DEL) Alkane: C.. 3.754 1.7 wug/L 171351 1 5.612 508739 5.0
(DEL) Alkane: S.. 4.757 1.3 ug/L 130589 1 5.612 508739 5.0
(DEL) Alkane: S... 5.227 1.6 ug/L 160509 1 5.612 508739 5.0
(DEL) Alkane: S... 6.770 1.1 ug/L 109237 1 5.612 508739 5.0
Benzene, propyl- 10.352 0.8 ug/L 97096 3 11.246 573686 5.0
Benzene, 1l-ethy... 10.445 0.8 ug/L 96344 3 11.246 573686 5.0
Indane 11.525 1.6 ug/L 180923 3 11.246 573686 5.0
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