LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 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\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51574.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.395 12 17 26 rVB 22343 28090 1.03% 0.245%
2 1.465 30 39 51 rBV 215264 382308 14.05% 3.337%
3 1.597 75 80 87 rBV 96288 128108 4.71% 1.118%
4 1.999 170 177 194 rVB2 92367 167023 6.14% 1.458%
5 2.372 316 321 345 rVB 49829 87787 3.23% 0.766%
6 2.565 369 381 395 rBV 143756 234353  8.61% 2.046%
7 3.079 535 541 555 rVB3 25516 48266 1.77% 0.421%
8 3.356 612 627 648 rVB 88175 197803  7.27% 1.727%
9 3.880 762 790 807 rBV 12328 56637 2.08% 0.494%
10 3.989 807 824 849 rVV2 186421 475808 17.49% 4.154%
11  4.526 972 991 1008 rBvV2 101756 247638 9.10% 2.162%
12 4.620 1008 1020 1054 rVvV 173163 428481 15.75% 3.740%
13 5.060 1139 1157 1182 rBV2 174796 394140 14.49% 3.441%
14  5.382 1243 1257 1272 rVB7 13432 31187 1.15% 0.272%
15 5.722 1342 1363 1393 rBV2 318010 877073 32.24% 7.656%
16 6.247 1508 1526 1547 rBV 268329 520627 19.14% 4.545%
17 6.687 1650 1663 1679 rBV 206797 413959 15.22% 3.614%
18 7.565 1924 1936 1955 rBV2 70984 126960 4.67% 1.108%
19 7.896 2018 2039 2055 rBV 308378 542424 19.94% 4.735%
20 8.179 2116 2127 2143 rBV 43632 74581 2.74% 0.651%

21 8.632 2256 2268 2304 rBV 523227 976484 35.89%
22 9.446 2498 2521 2551 rBV2 1251800 2720716 100.00% 23.
23 10.754 2912 2928 2939 rVV 182398 296618 10.90%
24 10.886 2957 2969 2981 rBv4 37626 67981 2.50%
25 11.028 3005 3013 3024 rVB2 25740 44297 1.63%
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26 11.809 3244 3256 3276 rBV3 367350 882777 32.45%
27 12.092 3327 3344 3356 rBV2 90179 150223 5.52%
28 12.192 3362 3375 3398 rBvV2 349915 671137 24.67%
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29 12.298 3401 3408 3421 rVB2 17798 29056 1.07% 254%

30 12.860 3576 3583 3598 rVB3 41792 68087 2.50% 594%

31 12.970 3611 3617 3627 rVB 22081 31679 1.16% 0.277%

32 16.883 4826 4834 4846 rBV3 35596 53081 1.95% 0.463%
Sum of corrected areas: 11455389

SFAMUTR102822WMA.M Wed Nov 02 17:18:24 2022 1



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051574.D\data.ms
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Abundance TIC: VU051574.D\data.ms
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Abundance TIC: VU051574.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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.
1.465 3.67 ug/L 382308 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 74
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 (N-(-2-Acetamido))-2-aminoethane... 182 C4H10N204S 007365-82-4 9
Abundance  Scan 39 (1.465 min): VU051574.D\data.ms (-30) (-) m/z 64.00 100.00%
64.0
w000 e M
T
1010 1.40 1.60 1.80
Ol e o o o 89 m/z 48.00  46.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #415: Sulfur dioxide
64.0
5000 480 L L
1.40 1.60 1.80
m/z 66.00 5.09%
16.0 3%0
OH\‘Hl\‘H\\‘\H\‘H\\i\\\\‘\}\‘\H\‘\\H‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 48.0 m/z 50.00 2.48%
17.0
M 32,0 .
Ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #21639: 2-Aminoethyl hydrogen sulfate T
64.0 1.40 1.60 1.80
m/z 101.00 0.94%
5000 48.0
. . %0e0 o
e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Ethyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.372 0.84 ug/L 87787 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H100 000060-29-7 91
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 90
4 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 83
5 Propanoic acid 74 C3H602 000079-09-4 37
Abundance Scan 321 (2.372 min): VU051574.D\data.ms (-316) (-) m/z 59.10 100.00%
59.1
45.0 741
5000
200220240260
93.0 : : : :
Ot et il 2202043 0 7418 76.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #972: Ethyl ether
31.0
59.0
74.0
5000 450 L L L N I LR B
2.00 2.20 2.40 2.60
m/z 45.00 70.49%
lE\)'O | ‘ ‘\‘\ | ‘ |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #970: Ethyl ether
31.0
R R e Kantan o
2.00 2.20 2.40 2.60
5000 59.0 m/z 43.00 20.53%
45.0 74.0
15.0 ‘ ‘
0\\\‘\}‘H“\\\‘H\H\“\1H‘\\\\‘\\\\‘\‘\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #973: Ethyl ether
31.0 2.00 2.20 2.40 2.60
59.0 m/z 73.00 11.40%
5000 45.0 74.0
0\\\‘]\-?\'9‘\\h“\\\\M\\‘\\\\i\\\\‘\‘m‘\m‘\m‘uu‘u T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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.
3.356 1.90 ug/L 197803 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56
Abundance Scan 627 (3.356 min): VU051574.D\data.ms (-612) (-) m/z 57.10 100.00%
57.1
41.1
5000
e R R ma
69.1 8 3.00 3.20 3.40 3.60

‘\ \‘ LI 41 95.8 9

0Lt b PR m/z 56.18  89.66%

miz--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #2043: Pentane, 3-methyl-

57.0
5000 40
R EaE e Aamma R
29.0 3.00 3.20 3.40 3.60
m/z 41.10 62.18%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
29.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.10 23.11%
oL1o 180 | ‘ |0 860
AR e R e R s o
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl- “H““‘H““W‘X\‘_
57.0 3.00 3.20 3.40 3.60
m/z 39.00 16.79%
29.0 41.0
5000
oL.20 180 | ‘ ) 750 seo A A
R e R AR BB R N N
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 5 Diisopropyl ether Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.989 4.57 ug/L 475808 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 90
2 Diisopropyl ether 102 C6H140 000108-20-3 86
3 Diisopropyl ether 102 C6H140 000108-20-3 78
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 78
5 Diisopropyl ether 102 C6H140 000108-20-3 78
Abundance Scan 824 (3.989 min): VU051574.D\data.ms (-807) (-) m/z 45.00 100.00%
45.0
5000
87.1
Raaas e AR R R
‘ 59‘-1 oo 3.60 3.80 4.00 4.20 4.40
Ot el 720 1021 s 43,05 54.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 BEEEA AR R
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.10 29.38%
59.0
ol 180 210 [l T 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
Rmaas e R AREaEEEE
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.05 18.81%
87.0
59.0
ol 180 200 [l " 7 102.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether P TR
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.10 13.68%
5000
27.0 810
. 59.0
0 157.0 ‘ | | ‘\ . ‘ I ‘ 102'0
e e e e e e RARESRREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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: Cyclic4.526 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.526 2.38 ug/L 247638 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 59
5 Cyclohexane 84 C6H12 000110-82-7 53
Abundance Scan 991 (4.526 min): VU051574.D\data.ms (-972) (-) m/z 56.10 100.00%
56.1

%

5000 41.0 69.1
e
‘ ‘ ‘ ‘ 84.1 4.20 4.40 4.60 4.80
Ot e el s sl w2z 41,00 48.44%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LT‘T‘HH’HH‘HH‘HH’
4.20 4.40 4.60 4.80
m/z 69.10 40.907%
28.0 M ‘ 84.0
O\\‘%%;0\‘\\}‘\‘“\\\}}\‘\\\i‘\u‘\‘\\\‘1"\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1679: Cyclopentane, methyl-
56.0
P e
4.20 4.40 4.60 4.80
5000 41.0 m/z 55.10 26.74%
69.0
‘ 84.0
ob 220 AW
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl- R e RN
56.0 4.20 4.40 4.60 4.80
m/z 67.10 23.45%
5000 41.0
84.0
27.0
w0 P L eo
0l e et e e e b e
m/z--> 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1Indane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.092 0.85 ug/L 150223 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 58
4 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 58
5 Indane 118 C9H10 000496-11-7 55
Abundance Scan 3344 (12.092 min): VU051574.D\data.ms (-3327) (- | m/z 117.10 100.00%
117.1
| /h\
91.1 CoA !
30.0 63‘.0 770 1041 ‘ 12.00
s R Y n sk (L S [ m/z 118.18  53.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 —h :
12.00
m/z 115.10 45.63%
300 630 91.0
0 0 9T 0 770 104.0 ||,
H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\\H‘HH‘\H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10178: Indane
117.0
T \
12.00
5000 m/z 116.10 20.44%
91.0
39.0 0
0““H“‘Hu‘u‘J‘H"Nu‘w‘ﬂh‘_?Zf?"JM“%QAT%“EM“H
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #10197: Benzene, cyclopropyl- — b
117.0 12.00
m/z 91.10 14.64%
5000 91.0
51.0
o | 70T I
oH_Wmuw:‘wlm“!:u_M_‘n“;:mlﬂf‘;ﬂwuw w2 LY e g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51574.D

Acqg On : 28 Oct 2022 17:54
Operator : JC/MD

Sample : N5300-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1.465 3.7 ug/L 382308 1 6.247 520627 5.0
Ethyl ether 2.372 0.8 ug/L 87787 1 6.247 520627 5.0
(DEL) Alkane: S... 3.356 1.9 ug/L 197803 1 6.247 520627 5.0
Diisopropyl ether 3.989 4.6 ug/L 475808 1 6.247 520627 5.0
(DEL) Alkane: C... 4.526 2.4 ug/L 247638 1 6.247 520627 5.0
Indane 12.092 0.8 ug/L 150223 3 11.809 882777 5.0
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