LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52924\
Data File : VN©82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82N051524W.M

Title : SW846 8260

Signal : TIC: VN@82383.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.083 16 22 31 rvB2 16577 26097 1.43% 0.250%
2 4.436 413 422 431 rBv2 11609 33780 1.85% 0.324%
3 4.724 461 471 481 rBV3 8278 27511 1.50% 0.264%
4 6.142 702 712 725 rVB4 14086 46842 2.56% 0.449%
5 6.677 793 803 817 rBv4 17743 64760 3.54% 0.621%

.224 884 896 910 rBV 682704 1828843 100.00% 17.534%

6 7

7 8.171 1047 1057 1061 rBV 164135 392008 21.43% 3.758%
8 8.224 1061 1066 1081 rVB 283169 635856 34.77% 6.096%
9 8.583 1109 1127 1134 rBV 198495 498518 27.26% 4.780%
106 8.665 1134 1141 1152 rBVS 23630 96141 5.26% 0.922%
11  9.100 1207 1215 1229 rBV 424782 881654 48.21%  8.453%
12 9.271 1236 1244 1257 rBV 141805 300666 16.44%  2.883%
13 9.653 1302 1309 1319 rBV2 44437 91733 5.02% 0.879%
14 10.571 1455 1465 1473 rBV 658215 1233275 67.43% 11.824%
15 11.865 1671 1685 1695 rBV 607304 1121441 61.32% 10.752%
16 12.418 1767 1779 1783 rBV6 9938 26749 1.46% 0.256%
17 12.853 1839 1853 1865 rBV 480004 834927 45.65%  8.005%
18 13.259 1916 1922 1931 rW 63857 118909 6.50%  1.140%
19 13.341 1931 1936 1941 rVB2 12771 19507 1.07% 0.187%
20 13.500 1955 1963 1971 rBV3 26318 72100 3.94% 0.691%
21 13.688 1989 1995 2005 rVB2 47457 82166 4.49% 0.788%
22 13.794 2005 2013 2021 rBV 574179 1005374 54.97%  9.639%
23 13.876 2021 2027 2036 rVV 97394 175085 9.57% 1.679%
24 13.994 2043 2047 2061 rVB5 17773 47728 2.61% 0.458%
25 14.447 2119 2124 2128 rBv4 10964 19418 1.06% ©.186%
26 14.929 2201 2206 2210 rBV 26903 48272 2.64% 0.463%
27 15.053 2218 2227 2243 rBV4 51157 126309 6.91% 1.211%

28 15.212 2248 2254 2261 rVB3 55546 100361 5.49% ©.962%
29 15.347 2261 2277 2283 rBV1e 39529 115838 6.33% 1.111%

30 15.441 2289 2293 2300 rVB4 14271 32840 1.80% ©0.315%
31 15.582 2312 2317 2323 rBV7 9928 19259 1.05% ©0.185%
32 15.647 2323 2328 2333 rVW2 17678 34019 1.86% 0.326%
33 15.829 2354 2359 2366 rVB8 13396 30993 1.69% 0.297%
34 15.941 2371 2378 2384 rBV3 17473 34196 1.87% ©.328%
35 16.170 2402 2417 2425 rBV4 39490 117005 6.40% 1.122%
36 16.506 2467 2474 2483 rBV5 25571 62089 3.39% 0.595%

82N051524W.M Thu May 30 18:40:12 2024 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52924\
Data File : VN©82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82N@51524W.M

Title : SW846 8260

37 16.782 2514 2521 2522 rBV2 19073 27870 1.52% 0.267%
Sum of corrected areas: 10430139
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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

Abundance TIC: VN082383.D\data.ms
600000
500000
400000
300000
200000

100000
2.083 4.436 A4.724 6.142 6.677

0%\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
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Abundance TIC: VN082383.D\data.ms
7.224 10.571

600000
500000
9.100
400000

300000 8.224

200000 61 8.583
: 9.271
100000
665 jf\53
0 ——— SN AN
8.00 8.50

T 7 T N —
Time--> 7.00 7.50

‘ T —
9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN082383.D\data.ms

865
600000 13.794

500000 12.853

400000

300000

200000

100000 18.876

13.259
3.68 15.088-202 347 16.170
12.418 Mj%g&fm 3.994 14447 2920 5 449 b5 85941 16.506 16.7
0 T LA I A T T

‘ T I ‘ T T ‘ T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
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82N©51524W.M Thu May 30 18:40:14 2024 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 2-Propanethiol, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.677 5.09 ug/l 64760  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 53
2 2-Butanethiol 90 C4H1es 000513-53-1 43
3 Propanethial, S-oxide 90 C3H60S 032157-29-2 40
4 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 10
5 1-Butanethiol 90 C4H1es 000109-79-5 9
Abundance Scan 803 (6.677 min): VN082383.D\data.ms (-793) (-) m/z 40.90 100.00%
40.9 570
5000 90.0
H ‘ 6.40 6.60 6.80 7.00
Ol e bbb e m/z 57.00  82.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2640: 2-Propanethiol, 2-methyl-
41.0 57.0
29.0
5000 L B R B L AL BRI
90.0 6.40 6.60 6.80 7.00
75.0 m/z 39.00 50.89%
15.0 ‘ |
O\\‘\\‘\\‘\\}}‘\‘\\}il\‘\‘\‘i‘\‘\“\l“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2618: 2-Butanethiol
41.0 57.0 ‘\M
29.0 90.0 m‘mwuwﬂuw,\m
6.40 6.60 6.80 7.00
5000 m/z 90.00 43.77%
75.0
ol 20
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2563: Propanethial, S-oxide e EERRsEEEs R
41.0 6.40 6.60 6.80 7.00
m/z 74.90  24.05%
5000 9.0
27.0 ‘ 57.0 73.0
obr280 Ll i e L)
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M
: SW846 8260

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 Butanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.224 143.81 ug/l 1828840  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Ethene, ethoxy- 72 C4H80 000109-92-2 49
3 Propane 44 C3H8 000074-98-6 47
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 25
Abundance Scan 896 (7.224 min): VN082383.D\data.ms (-884) (-) m/z 43.95 100.00%

44.0
72.0
5000

7.00 7.20 7.40 7.60

ol b 2070 nyz 43,00 99.55%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #737: Butanal
21,0
72.0
5000 R Rmma o

7.00 7.20 7.40 7.60
m/z 41.00 88.92%

O\‘\\\‘\‘\“M\\ ’
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #774: Ethene, ethoxy-
44.0

7.00 7.20 7.40 7.60

72.0
5000 m/z 72.00 67.79%
15.0
0 ‘_“M_w‘WH“H"m"H“‘H“H“‘H“_“w“‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane R REmaa
29.0 7.00 7.20 7.40 7.60

m/z 39.00 55.65%

5000
)\
0 ‘_“M_"&M"w"H“H“‘H“H“‘H“_“‘_“w“‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 Acetic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.665 5.45 ug/1 96141 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid 60 C2H402 000064-19-7 56
2 Thiirane 60 C2H4S 000420-12-2 53
3 Ammonium acetate 77 C2H7NO2 000631-61-8 43
4 Carbonic acid, dimethyl ester 90 C3H603 000616-38-6 9
5 Hydroperoxide, 1-methylpentyl 118 C6H1402 024254-55-5 9

Abundance Scan 1141 (8.665 min): VN082383.D\data.ms (-1134) (-) m/z 42.95 100.00%

43.0
5000 60.0 /\N
A
H 89.8 8.40 8.60 8.80 9.00
O et b m/z 44.90  87.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #301: Acetic acid
43.0
60.0
5000 L L B BN LR
150 8.40 8.60 8.80 9.00
m/z 59.95 45.83%
29.0
O\\\’\“\‘\‘1‘\\\M“\\\\“!1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #312: Thiirane
45.0
60.0 R RRRRREEEEE M
27.0 8.40 8.60 8.80 9.00
5000 m/z 41.90 14.73%
140 | \‘
O v bbb
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1128: Ammonium acetate A e
43.0 8.40 8.60 8.80 9.00
17.0 m/z 40.90 14.56%
60.0
5000
29.0 ‘
e L S SRR M S AT S
m/z--> 10 20 30 40 50 60 70 80 90 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 1-Butanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.271 17.05 ug/l 300666 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H1e0 000071-36-3 90
2 Formic acid, 2-methylpropyl ester 102 C5H1002 000542-55-2 43
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 39
4 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 38
5 Propanenitrile, 2-hydroxy- 71 C3H5NO 000078-97-7 9

Abundance Scan 1244 (9.271 min): VN082383.D\data.ms (-1236) (-) m/z 56.00 100.00%

56.0
41.0
5000
A

‘ 9.00 9.20 9.40 9.60
TR

72.
11— ‘_‘H_u?ww_ww‘ m/z 40.95 80.73%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #968: 1-Butano
31.0 56.0
3.0
5000

9.00 9.20 9.40 9.60
m/z 43.00 61.31%

150 Il | 730
\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4883: Formic acid, 2-methylpropyl ester
43.0
56.0

o

o

9.00 9.20 9.40 9.60
5000 310 m/z 41.95  35.45%
ol 180 ““ |l 730 870 1020
H“H“_‘H“H“H‘w““‘H‘_“w“u‘u“_“w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1694: Propane, 2-cyclopropyl- ARERERE L ‘ Pre
56.0 9.00 9.20 9.40 9.60
41.0 m/z 39.00  28.82%
5000
21.0 69.0
IO O Y B S W L
m/z--> 10 20 30 40 50 60 70 80 90 100 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52924\
Data File : VN©82383.D

Acqg On : 29 May 2024 20:18

Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51524W.M
: SW846 8260

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 Pentanal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.653 5.20 ug/l1 91733  1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 72
2 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 28
4 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 9

5 2-(4-Bromo-2-methylphenoxy)-N-me... 243 C10H14BrNO

915920-76-2 9

Abundance Scan 1309 (9.653 min): VN082383.D\data.ms (-1302) (-) m/z 43.95 100.00%
44.0
5000 58.0
‘ ‘géo‘ iobd
67.0 : :
0 H““w“‘w“uwﬂ M‘ﬂhh‘yu‘uy‘u““g%gu‘ m/z 40.90 52.88%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000 1 HA¥ ——
9.50 10.00
m/z 58.00 43.25%
: NN P
\\‘\\\\‘\\\\‘\\\\‘\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1961: Butanal, 3-methyl-
44.0
\‘/\A\ \‘\
9.50 10.00
m/z 39.00 29.32%
5000 27.0 58.0
71.0
15.0 “ ‘ 86.0
L s L L R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #790: Cyclopropy! carbinol R A —
44.0 9.50 10.00
m/z 57.00 28.92%
5000
31.0
I 57.0
Ob v T \ — ——
m/z--> 10 20 30 40 50 60 70 80 90 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 4-Heptanone, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.259 5.91 ug/1 118909 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 91
2 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 80
3 5-Nonanone 142 C9H180 000502-56-7 72
4 4-Heptanone, 2-methyl- 128 C8H160 000626-33-5 64
5 Allyl isovalerate 142 C8H1402 002835-39-4 50
Abundance Scan 1922 (13.259 min): VN082383.D\data.ms (-1916) (- | m/z 56.95 100.00%
57.0 85.0
41.0
5000
A oLl s
‘ 142.0 13.00 13.50
0br e el b 128 L 7 ss.ee 93.48%
miz-> 20 40 60 80 100 120 140
Abundance #23068: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
41.0
5000 —r s
13.00 13.50
m/z 41.00 52.64%
15.0 ‘ ‘ 142.0
O\\\‘\‘\1\\“\\\‘\‘\\‘\\“\‘\\\i\\\\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #23034: 4-Octanone, 2-methyl-
57.0
13.00 13.50
5000 41.0 m/Z 43.00 28.68%
142.0
ob 10 1L L ase 1T
miz--> 20 40 60 80 100 120 140 /\w«
Abundance #22976: 5-Nonanone M M
57.0 13.00 13.50
85.0 m/z 58.00 27.70%
29.0
5000
142.0
AN B N W1 OO 1 S
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.876 8.71 ug/1 175085 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 43
Abundance Scan 2027 (13.876 min): VN082383.D\data.ms (-2021) (-~ | m/z 57.00 100.00%
57.0
- /JL
38 83.0 T T
‘ % ‘ 112.0 13.50 14.00
bl LT mjz 41.00  52.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 == =,
13.50 14.00
29.0 83.0 m/z 42.95 36.32%
T R EE:Y:
0\\\‘\\\\“‘\\\‘\\‘\\“1\\\‘\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15784: 1-Pentanol, 2-ethyl-4-methyl-
57.0
= —5
13.50 14.00
5000 m/z 55.00 33.19%
27.0
83.0
ol b 20
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-

T T
57.0 13.50 14.00
m/z 56.00 23.79%

5000

=

97.0
0 l79.0 " 117.0 171.0
SNSRI [P

m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.053 6.28 ug/1 126309 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
Abundance Scan 2227 (15.053 min): VN082383.D\data.ms (-2218) (- | m/z 117.00 100.00%
117.0
5000 A
51.0 ‘ ‘ 15.00
bbb Ml 2089 7 115 00 32.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 “/\"/\\M\ "/\A e M‘
15.00
91.0 m/z 132.00  29.00%
51.0
0 \\\‘2\7‘\.\0\“\\“V\“W\\”i‘h‘\\“H‘H“HU‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
T A‘ T T M\M‘
15.00
5000 m/z 131.00 17 .80%
91.0
51.0
28.0 ‘
(i R T [y Jull
O 1 0 O O PR Y A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene R
117.0 15.00
m/z 90.90 14.69%
5000
91.0
om0 L INIEYN
65.0
PSS I L OSSOSO (VP LYANT A PaT,¥
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 2-Heptenal, 2-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.347 5.76 ug/1 115838 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, 2-propyl- 154 C10H180 034880-43-8 70
2 2-Oxabicyclo[2.2.1]heptane, 1,3,... 154 C1@H180 015404-57-6 35
3 3-Methyldec-3-ene 154 C11H22 036969-75-2 30
4 3-Cyclopentylpropionic acid, 3-t... 324 C21H4002 1000293-56-8 22
5 1,2,4-Triazine-3,5(2H,4H)-dione, ... 169 C7H11N302 052236-30-3 22

Abundance Scan 2277 (15 347 min): VN082383.D\data.ms (-2261) ( | m/z 55.00 100.00%

5!:
83.0 125.0
5000 154.1
1] PR
ol A W m/z 40.90  94.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31015: 2-Heptenal, 2-propyl-
41.0
125.0
5000 83.0 154.0 — e
15.00 15.50
m/z 83.00 55.96%
"
0+ H‘Hl”\‘\”i”‘\”\1\‘\‘H\‘H\‘\‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31337: 2-Oxabicyclo[2.2.1]heptane, 1,3,3,7-tetramethyl-

81.0
43.0
125.0 15.00 15.50
5000 m/z 125.00 55.96%
‘ 154.0
0 _m‘w i w‘l“‘l Al m“w‘“"M‘WH“WHWH_W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31418: 3-Methyldec-3-ene “ — L
55.0 15.00 15.50
830 m/z 42.90  55.37%
5000
154.0
29.0 125.0
O O O OO B o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52924\
Data File : VN@82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.170 5.82 ug/1 117005 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
3 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 62
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 58
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 53
Abundance Scan 2417 (16.170 min): VN082383.D\data.ms (-2402) (- | m/z 131.00 100.00%
131.0
5000
90.9
38.9 A AL
16.00 16.50
0 | ““ . H‘,m‘,mz‘??%mww%g,lu( m/z 118.00  81.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 s —
39.0 91.0 16.00 16.50
m/z 146.05  61.89%
O’ ‘\‘”!\‘\“H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
16.00 16.50
5000 m/z 114.90 42.98%
30.0 91.0
0 ‘w:‘”_m‘ “HW‘H‘ W
m/z--> 20 40 60 80 100120140160180200220240260280 M r’\/f\W
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0 16.00 16.50
m/z 116.9 41.54%
5000
117.
m/z--> 20 40 60 80 100120140160180200220240260280 16 00 16 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52924\
Data File : VN©82383.D

Acqg On : 29 May 2024 20:18
Operator : JC\MD

Sample : P2609-06

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51524W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Propanethiol,... 6.677 5.1 ug/l 64760 1 8.230 635856 50.0
Butanal 7.224 143.8 ug/l 1828840 1 8.230 635856 50.0
Acetic acid 8.665 5.5 ug/l 96141 2 9.100 881654 50.0
1-Butanol 9.271 17.1 ug/l 300666 2 9.100 881654 50.0
Pentanal 9.653 5.2 ug/l 91733 2 9.100 881654 50.0
4-Heptanone, 2,... 13.259 5.9 wug/l 118909 4 13.794 1005370 50.0
1-Hexanol, 2-et... 13.876 8.7 wug/l 175085 4 13.794 1005370 50.0
Benzene, 1l-ethe... 15.053 6.3 ug/l 126309 4 13.794 1005370 50.0
2-Heptenal, 2-p... 15.347 5.8 ug/l 115838 4 13.794 1005370 50.0
Naphthalene, 1,... 16.170 5.8 wug/l 117005 4 13.794 1005370 50.0
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