LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51664.D

Acqg On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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@51664.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 30 rVB 290143 281322 4.29% 1.728%
2 1.465 30 39 54 rBV2 230385 467044 7.12% 2.869%
3 1.600 72 81 94 rBV 355737 443399 6.76% 2.724%
4 1.999 169 177 193 rW 90982 134299 2.05% ©0.825%
5 1.993 195 203 214 rVB 68150 95569 1.46% ©.587%
6 2.199 260 267 279 rVB 90010 129624 1.97% 0.796%
7 2.565 368 381 394 rBV2 175478 305708 4.66% 1.878%
8 4.665 1009 1034 1097 rBV 2797006 6563928 100.00% 40.325%
9 5.060 1140 1157 1184 rBV2 160630 379163 5.78% 2.329%
10 5.722 1342 1363 1369 rBvV2 315003 774810 11.80% 4.760%
11  5.771 1369 1378 1410 rVB 1042593 2149507 32.75% 13.205%
12 6.247 1512 1526 1556 rBV 244758 477046 7.27% 2.931%
13  6.690 1649 1664 1682 rBV 196539 391087 5.96%  2.403%
14  7.565 1922 1936 1952 rBV 87921 157562 2.40% 0.968%
15 7.896 2023 2039 2053 rBV 353366 609278 9.28% 3.743%
16 8.179 2115 2127 2144 rBV 55269 93295 1.42% 0.573%
17 8.629 2255 2267 2305 rBV 430595 804851 12.26%  4.944%
18 9.417 2499 2512 2536 rBV 350856 602630 9.18% 3.702%
19 10.754 2916 2928 2941 rBV 163570 261360 3.98% 1.606%
20 11.809 3242 3256 3275 rBV 316997 527840 8.04% 3.243%
21 12.060 3323 3334 3358 rBV4 32405 82677 1.26% ©.508%

22 12.192 3362 3375 3393 rBV = 327632 545744  8.31% 3.353%

Sum of corrected areas: 16277743
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\

: VU@51664.D

: 01 Nov 2022 19:20

: JC/MD

: N5353-20

: 25.0mL/MSVOA_U/WATER
. 16

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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_U\Data\VU110122\
Data File : VU@51664.D

Acq On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.359 2.95 ug/L 281322  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitrile-d3 44 C2D3N 002206-26-0 9
2 Propane 44 C3H8 000074-98-6 9
3 Propene 42 C3H6 000115-07-1 7
4 Acetonitrile-d3 44 C2D3N 002206-26-0 4
5 Propane 44 C3H8 000074-98-6 4
Abundance Scan 6 (1.359 min): VU051664.D\data.ms (-3) (-) m/z 41.10 100.00%
41.1
5000
(“ 1.40 1.50 1.60 1.70 1.80
e e e m/z 44.05 99.74%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #78: Acetonitrile-d3
44.0
5000 L L B I B
1.40 1.501.60 1.70 1.80
m/z 43.05 98.91%
18.0240300 89|
HHHH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\H ‘HH‘HH‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #88: Propane
29.0
Rmmeamn
1.40 1.501.60 1.70 1.80
5000 m/z 39.00 98.15%
44.0
) |
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miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0 1.401.50 1.60 1.70 1.80
m/z 42.10 55.46%
5000 27.0
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m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.40 1.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51664.D

Acq On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.465 4.90 ug/L 467044  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 39 (1.465 min): VU051664.D\data.ms (-30) (-) m/z 64.00 100.00%
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Abundance #6974: Aminomethanesulfonic acid
64.0
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17.0
ST T Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 140 160 1.80

m/z 65.00 0.75%
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16.0
ey 930 1150 1430 169.0

m/z--> 200 40 60 80 100 120 140 160 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51664.D

Acq On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.993 1.00 ug/L 95569  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 80
3 Pentane 72 C5H12 000109-66-0 45

4 3-Buten-1-o0l 72 C4H80 000627-27-0 43
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 203 (1.993 min): VU051664.D\data.ms (-195) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51664.D

Acq On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.199 1.36 ug/L 129624  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Pentane 72 C5H12 000109-66-0 86
Abundance Scan 267 (2.199 min): VU051664.D\data.ms (-260) (-) m/z 43.05 100.00%
3.0
5000 Jk
[T e
| ‘ 72‘-1 . 1802.00220 240 2.60
et e Bk m/z 42,85 57.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #809: Pentane
43.0
5000 ‘\\\\‘H\\‘\’\/\\‘T/‘k\'\\u‘u

1.80 2.00 2.20 2.40 2.60
m/z 41.05 47.10%
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]\.9.9“}‘\\“"‘\\\“}“\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #810: Pentane
43.0
e e R
1.80 2.00 2.20 2.40 2.60
5000 m/Z 57.05 17.37%
72.0
150 | |
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m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #808: Pentane R e
43.0 1.80 2.00 2.20 2.40 2.60
m/z 39.00 14.44%
5000
72.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 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\VU110122\
Data File : VU@51664.D

Acq On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 1-Hexanol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.060 0.78 ug/L 82677 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53

Abundance Scan 3334 (12.060 min): VU051664.D\data.ms (-3323) (- m/z 57.10 100.00%

57.1
5000
70.0 831 A

AL ‘
98.0 12.00
112.0
,,,, m/z 55.10  40.68%
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Abundance #15695: 1-Hexanol, 2-ethyl-
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AN N My

5000 iy A
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20.0 70.0 83 0 m/z 41.00 37.81%
980
so Lo L 1120
\\\‘\\\\‘\\\\’H\\‘\\\\‘\\\\’H\\‘\\\\‘\\\\’H\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
w0y L g
12.00
5000 m/z 56.00 30.86%
70.0 83.0
M\\ L 0 0
‘H_‘H_‘HV‘H_‘H_“V‘H_‘H_‘HV‘H_‘H_‘H,
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl- = bt
57.0 12.00

m/z 43.00  29.59%

5000 410
F ‘ 70.0 83.0
98.0
14r0 ‘ “ ‘\ | 1120 Aﬂ ) ‘(/‘\\M L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110122\
Data File : VU@51664.D

Acqg On : 01 Nov 2022 19:20
Operator : JC/MD

Sample : N5353-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 16 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|
(DEL) Alkane: S... 1.359 3.0 ug/L 281322 1 6.247 477046 5.0
Sulfur dioxide 1.465 4.9 ug/L 467044 1 6.247 477046 5.0
(DEL) Alkane: S... 1.993 1.0 ug/L 95569 1 6.247 477046 5.0
(DEL) Alkane: S... 2.199 1.4 ug/L 129624 1 6.247 477046 5.0
1-Hexanol, 2-et... 12.060 0.8 ug/L 82677 3 11.809 527840 5.0
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