LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
Data File : VN©84350.D

Acq On : 08 Oct 2024 15:41
Operator : JC\MD

Sample : P4337-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: © % of largest Peak
Start Thrs: 0.2 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_ N\methods\624N100824W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VNe8435e.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.318 50 62 80 rBVv 218153 1063093 81.77% 18.439%
2 2.830 145 149 154 rVB3 9931 15665 1.20% 0.272%
3 4.424 409 420 433 rBV 448053 1300152 100.00% 22.551%
4 4,712 457 469 489 rBV2 128257 417399 32.10% 7.240%
5 7.488 931 941 955 rvVB2 18291 47619 3.66% 0.826%
6 7.812 983 996 1011 rBV 79099 211813 16.29% 3.674%
7 8.577 1117 1126 1138 rBV 84671 187715 14.44%  3.256%
8 9.100 1205 1215 1225 rBV 173095 339747 26.13% 5.893%
9 10.447 1436 1444 1450 rBV2 14653 27142  2.09% 0.471%
10 10.565 1455 1464 1469 rBV 263568 478188 36.78%  8.294%
11 10.629 1469 1475 1488 rVV 415840 761348 58.56% 13.206%
12 11.865 1677 1685 1695 rBV 234565 409176 31.47% 7.097%
13 12.559 1796 1803 1808 rVB2 9266 15138 1.16% 0.263%
14 12.847 1845 1852 1864 rVB 167538 284419 21.88% 4.933%
15 13.370 1936 1941 1947 rVB3 12596 19525 1.50% 0.339%
16 13.441 1947 1953 1957 rBvV3 12974 20987 1.61% 0.364%
17 13.512 1959 1965 1969 rvvé 7241 14989 1.15% 0.260%
18 13.564 1969 1974 1983 rVB5 14038 38469 2.96% 0.667%
19 13.723 1995 2001 2006 rBV3 14789 28951 2.23% 0.502%
20 13.776 2006 2010 2013 rBv2 12877 20467 1.57% 0.355%
21 13.870 2022 2026 2034 rVB2 28072 47246 3.63% 0.819%
22 14.582 2139 2147 2156 rVB8 5167 16078 1.24% 0.279%

Sum of corrected areas: 5765326
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
: VNe84350.D

: 08 Oct 2024 15:41

: JC\MD

: P4337-01

: 5.0mL/MSVOA_N/WATER

: 15

Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N100824W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VN084350.D\data.ms
4.424

2.318

4.712

2.830

0
Time-->

200 220 240 260 280 3.00 320 340 3.60 3.80 4.00 420 4.40 460 480 500 520 540 560 580 6.00 6.20

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VN084350.D\data.ms
10.6

10.56

9.100

7.812 8.577

7.488 10.44

Time-->

6.40 6.60 6.80 7.00 720 740 7.60 7.80 8.00 820 840 860 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40

Abundance

400000

Time-->

TIC: VN084350.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
Data File : VN©84350.D

Acqg On : 08 Oct 2024 15:41
Operator : JC\MD

Sample : P4337-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N100824W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.318 150.57 ug/1 1063090 Bromochloromethane 7.812

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 62 (2.318 min): VN084350.D\data.ms (-50) (-) m/z 64.00 100.00%

64.0
5000 48.0 /\\
R ARERaS T
2.20 2.40 2.60
o m/z 48.00 49.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LML L L L B B B
2.20 2.40 2.60
m/z 66.00 4.37%
16.0 32"0
O b T A e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64.0
\\\\‘\\\\‘\\\\‘\\\\‘
2.20 2.40 2.60
5000 m/z 50.00 2.45%
TTT \\H‘\\H‘\H\‘H\\‘\\\\‘\\H‘\\H‘\H\‘H\\‘\\\\ TTTT
m/z-->
Abundance #6976: Aminomethanesulfonic acid R R e
m/z 65.00 0.92%
TTT TTTT TTTT \H\“\w\\i\\\\‘\w\‘\\\\ TTTT TTTT TTTT TTTT L Mﬂ
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
Data File : VN©84350.D

Acqg On : 08 Oct 2024 15:41
Operator : JC\MD

Sample : P4337-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N100824W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 TIsopropyl Alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.712  59.12 ug/1 417399 Bromochloromethane 7.812

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64

4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 469 (4.712 min): VN084350.D\data.ms (-457) (-) m/z 45.10 100.00%

45.1
5000
e
50.1 6.0 4.40 4.60 4.80 5.00

0l e e e e | M/Z 43,85 22.25%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #343: Isopropyl Alcohol
45.0

5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
4.40 4.60 4.80 5.00

m/z 41.10 8.78%

27.0
120 |l 590
-
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance

45.0

4.40 4.60 4.80 5.00
5000 m/z 39.10 7.33%

TTT TTTT TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT L TTTT
m/Z“> /\\
Abundance #342: Isopropyl Alcohol

m/z 42.10 5.92%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
Data File : VN©84350.D

Acqg On : 08 Oct 2024 15:41
Operator : JC\MD

Sample : P4337-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N100824W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.870 3.46 ug/l 47246  Chlorobenzene-d5 11.865
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 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
Abundance Scan 2026 (13.870 min): VN084350.D\data.ms (-2022) (- m/z 57.05 100.00%
57.0
5000 41.0
70.2 831
Obrrrrererrererdilh sl ol ol T T gz a1.e5 42.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 g
13.50 14.00
90.0 70.0 83.0 m/z 43.00  33.36%
| \ LY
0‘W"H‘Hﬂhk‘H‘M‘WJM“Huu‘u“w‘W‘ul‘u‘W‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0
13.50 14.00
5000 m/z 83.10 28.15%
\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ TTTTTT
m/z--> A
Abundance #15686: 2-Propyl-1-pentanol AL S
m/z 55.10 28.08%
T \\\\ \A” AA
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN100824\
Data File : VN©84350.D

Acq On : 08 Oct 2024 15:41
Operator : JC\MD

Sample : P4337-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\624N100824W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 2.318 150.6 wug/l 106309 1 7.812 211813 30.0
Isopropyl Alcohol 4.712 59.1 ug/l 417399 1 7.812 211813 30.0
1-Hexanol, 2-et... 13.870 3.5 ug/l 47246 3 11.865 409176 30.0
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