LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/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: 0.2 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\82N071023W.M

Title : SW846 8260

Signal : TIC: VN@78522.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.095 17 24 31 rvB3 89635 144695 6.52% 0.625%
2 2.489 83 91 95 rBV3 28094 54028 2.43% 0.234%
3 2.665 116 121 129 rBV 78236 135715 6.11% ©.587%
4 2.824 143 148 159 rvB4 25782 59404 2.68% 0.257%
5 3.812 308 316 325 rBv4 8436 23030 1.04% 0.100%
6 4.448 414 424 434 rBV2 94853 284871 12.83% 1.231%
7 4.748 464 475 483 rBV5 13332 41514 1.87% ©0.179%
8 4.871 485 496 504 rVB4 9767 33617 1.51% 0.145%
9 5.547 597 611 629 rBv2 148517 546639 24.62% 2.362%
106 6.689 793 805 818 rBV5 54362 188036 8.47% 0.813%
11 7.242 888 899 911 rBV3 52243 151961 6.84% 0.657%
12 7.494 926 942 955 rBV 521061 1378802 62.10% 5.959%
13 7.794 986 993 1001 rBv2 56157 142513 6.42% 0.616%
14 8.177 1044 1058 1063 rBV 380016 945243 42.57% 4.085%
15 8.236 1063 1068 1078 rVB 577181 1245970 56.12% 5.385%
16 8.606 1115 1131 1145 rBV3 535991 1788606 80.56% 7.730%
17 8.712 1146 1149 1161 rVW7 10662 38848 1.75% 0.168%
18 8.830 1161 1169 1180 rVB9 17061 70233  3.16% 0.304%
19 9.112 1208 1217 1229 rBV 816177 1716136 77.30% 7.417%
20 9.277 1239 1245 1256 rBvV3 23799 55936 2.52% 0.242%
21  9.535 1283 1289 1296 rBV3 19389 41071 1.85% 178%
22 9.671 1307 1312 1321 rVB6 10362 33970 1.53% 147%
23 10.453 1437 1445 1452 rBV3 19501 34218 1.54%

24 10.577 1457 1466 1471 rVV 1192327 2220220 100.00%

UTVOO®O®
=
N
o]
R

25 10.635 1471 1476 1488 rVV 684532 1336503 60.20% 776%
26 11.271 1579 1584 1588 rBV 35906 64489 2.90% 279%
27 11.353 1594 1598 1605 rVB4 19180 35256 1.59% 152%

28 11.871 1674 1686 1697 rBV 1171553 2144774 96.60%
29 11.971 1697 1703 1711 rVV2 102084 193454  8.71%
30 12.076 1711 1721 1732 rVW 266901 526130 23.70%

NOUVWOO®
N
o))
o]
R

31 12.218 1732 1745 1753 rVB7 31514 85230 3.84%
32 12.412 1763 1778 1785 rBv4 305726 702154 31.63%
33 12.853 1844 1853 1860 rBV 988756 1767661 79.62%

OO NwWOe
o)
N
S
R

34 12.965 1867 1872 1879 rVB8 9352 22438 1.01% 097%
35 13.106 1890 1896 1900 rBV2 24721 50171 2.26% 217%
36 13.171 1903 1907 1912 rVB4 20529 40177 1.81% ©0.174%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/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: 0.2 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\82N071023W.M
Title : SW846 8260
37 13.347 1932 1937 1947 rVB4 31491 69963 3.15% ©0.302%
38 13.447 1947 1954 1956 rBV5 10479 22604 1.02% ©.098%
39 13.488 1956 1961 1965 rwv2 64262 129880 5.85% 0.561%
40 13.535 1965 1969 1975 rVVv2 135454 244106 10.99% 1.055%
41 13.588 1975 1978 1983 rVB2 30370 47781 2.15% ©.207%
42 13.800 2006 2014 2021 rBV 1131082 1987696 89.53% 8.591%
43 13.876 2021 2027 2036 rVB 574767 965821 43.50% 4.174%
44 14.000 2044 2048 2052 rVB3 22000 37596 1.69% 0.162%
45 14.182 2072 2079 2086 rBV 361791 614985 27.70% 2.658%
46 14.300 2093 2099 2102 rVB7 11953 22406 1.01% 0.097%
47 14.470 2123 2128 2134 rBvVS8 17194 28025 1.26% 0.121%
48 14.535 2134 2139 2146 rBvVS8 10573 27816 1.25% ©0.120%
49 14.629 2151 2155 2160 rW7 17572 28983 1.31% 0.125%
50 14.800 2180 2184 2189 rVB5 20647 32794 1.48% 0.142%
51 15.123 2235 2239 2244 rVB4 26529 49523 2.23% 0.214%
52 15.206 2246 2253 2261 rBV8 23687 59930 2.70% 0.259%
53 15.323 2268 2273 2278 rVB8 13045 26098 1.18% 0.113%
54 15.588 2314 2318 2320 rBV3 18613 24342 1.10% ©.105%
55 15.647 2322 2328 2340 rVB 174517 350969 15.81% 1.517%
56 16.500 2463 2473 2475 rBV7 9087 23258 1.05% 0.101%
Sum of corrected areas: 23138289
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.M
Quant Title : SW846 8260

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

Abundance TIC: VN078522.D\data.ms

1000000
800000
600000
400000

200000 5.547
2.095 2.665 4.448 6.689

‘ TTTT ‘ TT 1T ‘ T 1T ‘ TTTT ‘ TTTT ‘ T 1T ‘ T 1T ‘ T ‘ Tro1T ‘ T ‘ TTrTT ‘ TTTT ‘ [l [l T ‘ TT 1T ‘ T 11T ‘ L ‘ T ‘ TTITT ‘ T T 1T ‘ TTTT ‘ T 1T ’ T
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80

Abundance TIC: VNO078522.D\data.ms

10.677

1000000

9.112
800000

10.635
600000 8.236

7.494 8.606
400000 81
200000
o 7.242 | 7.794 752330 9 277 0. 53§671 10 45 i}zgéi

Time--> 7.00 7.50 8.00 9. 00 9 50 10.00 10 50 11 00 11. 50

Abundance TIC: VN078522.D\data.ms
871 13.800

1000000 12.853

800000

600000 13.876

400000
12.412

12.076
200000 13.535

10.97
12,218 .%@W%%& : 4.3004486291.800 151E236(373 15.5 16.500
T ‘ T T T T T T T T T T T

O T ‘ T T T T ‘ T
Time--> 12.00 12.50 13.00 13.50

15.647

T T
15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 unknown2.095 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.095 5.81 ug/1 144695  Pentafluorobenzene 8.236

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Furanmethanol 98 C5H602 000098-00-0 43
2 2-Oxabicyclo[2.2.0]hex-5-en-3-one 96 C5H402 022980-23-0 40
3 Bis(3-methylbutyl) fluorene-2,7-... 466 C23H3006S2 253664-95-8 38

4 3-Butenoic acid 86 C4H602 000625-38-7 37
5 2-Butenal 70 C4H60 004170-30-3 32

Abundance  Scan 24 (2.095 min): VNO78522.D\data.ms (-17) (-) m/z 52.00 100.00%

2.0
5000 j\
206.9 220 2.40
-t m/z 41.00 91.52%
m/z--> 50 100 150 200 250 300
Abundance #3472: 2-Furanmethanol
41.0 98.0 Mﬂw
5000 \\\\\\\\‘\\\\
220 240
m/z 39.00 84.43%
O “‘ \‘ \‘H‘ L ‘ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #3085: 2-Oxabicyclo[2.2.0]hex-5-en-3-one Wﬁ%
39.0
220 2.40
5000 ITI/Z 44.00 81.25%
‘ 95.0
ow‘”w““‘u”“_HWHH‘HH_H‘_H
miz--> 50 100 150 200 250 300
Abundance  #330490: Bis(3-methylbutyl) fluorene-2,7-disulfonate T
39.0 220 240
m/z 43.10 70.10%
5000
0 m\‘?ﬁ‘? 1210 1630 245.0 326 M
m/z--> 50 100 150 200 250 300 220 240
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 2 Acetaldehyde Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.665 5.45 ug/1 135715  Pentafluorobenzene 8.236

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 56
2 Ethylene oxide 44 C2H40 000075-21-8 9
3 Alanine 89 C3H7NO2 000056-41-7 9
4 2-Methanesulfonylethanamine 123 C3H9NO2S 049773-20-8 9
5 Propane 44 C3H8 000074-98-6 5

Abundance Scan 121 (2.665 min): VN078522.D\data.ms (-116) (-) m/z 44.00 100.00%

44.0
. \/N/\“/\Vv
A RANERNR S
810 _ 2.40 2.60 2.80 3.00
Ol or 2282 2180 myz 42,95 59.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81: Acetaldehyde
29.0
5000 L B B L LA B
2.40 2.60 2.80 3.00
m/z 42.00 20.53%
O\\\‘M’\M\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84: Ethylene oxide
29.0
R G M R e
2.40 2.60 2.80 3.00
5000 m/z 41.05 8.21%
o‘m‘l,u“!m“u‘Wm‘H‘w‘w‘mwH_m‘www
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2412: Alanine ‘AW““‘H“,‘H““‘
44.0 2.40 2.60 2.80 3.00
m/z 45.00 3.74%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80 3.00

82N071023W.M Mon Jul 17 16:12:22 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 unknown6.689 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.689 7.55 ug/1 188036  Pentafluorobenzene 8.236

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 49
2 Propanethial, S-oxide 90 C3H60S 032157-29-2 35
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 25
4 Nitroxide, bis(1,1-dimethylethyl) 144 C8H18NO 002406-25-9 23
5 2-Butene 56 C4H8 000107-01-7 22
Abundance Scan 805 (6.689 min): VN078522.D\data.ms (-793) (-) m/z 41.10 100.00%

41.1 571
90.0
5000
75.0

‘ \\\‘\\\\‘\\\\‘\V\\‘\\\\

M 6.40 6.60 6.80 7.00
0 H"H“_‘H“H‘_‘MW1NMWW‘N“H‘H“_‘H“H‘_ m/z 57.10 81.98%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2635: 2-Propanethiol, 2-methyl-
41.0 57.0
5000 29.0 90.0 L L B
6.40 6.60 6.80 7.00
75.0 m/z 90.00 56.95%
0\\\‘\\\\‘:!-\5\\0‘\\\‘\‘\\\\‘\\‘\‘\‘\\HN‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2563: Propanethial, S-oxide
41.0
R R S RN
6.40 6.60 6.80 7.00
5000 90.0 m/z 39.00  44.37%
27.0 “ 57.0 73.0
NS - N 11 Y PR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #210: 1-Propene, 2-methyl-
41.0 6.40 6.60 6.80 7.00

m/z 56.00  26.42%

5000 560
28.0
0 2.0 150 H\ A M\‘

m/z--> 0O 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©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 Butanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.242 6.10 ug/1 151961  Pentafluorobenzene 8.236

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 90
2 Propane 44 C3H8 000074-98-6 43
3 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 38
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
5 Acetaldehyde, methylhydrazone 72 C3H8N2 017167-73-6 27
Abundance Scan 899 (7.242 min): VN078522.D\data.ms (-888) (-) m/z 41.10 100.00%
41.1
72.1
5000 57.0
“ 50.0 7.00 7.20 7.40 7.60
Ol M ottt by m/z 44,05 95.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 L L I L L LN B
57.0 7.00 7.20 7.40 7.60
m/z 43.00 91.47%
15\0 ‘ 37\1 \‘ | I i
0H‘H\\‘HH‘HH‘HH‘\H‘HH‘HH‘H ‘\\Hi\\M‘\\H‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #88: Propane
29.0
7.00 7.20 7.40 7.60
5000 m/z 72.10 82.35%
44.0
0 | w
0‘Wuwmwuwuuw‘_m_uqmwuwuuwuwmpuwuqmwuw
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #796: 1-Propene, 3-methoxy- T B ARRRRECSEY e
29.0 410 7.00 7.20 7.40 7.60
' 720 m/z 39.00 58.28%
5000
15.0
oH‘Wm:!ww!‘!WW ‘!""""‘H;:""‘WWWWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 5 2-Butanol, (R)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.794 5.72 ug/1 142513  Pentafluorobenzene 8.236

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, (R)- 74 C4H1e0 014898-79-4 83
2 2-Butanol 74 C4H1e0 000078-92-2 83
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 45
4 Isopropyl Alcohol 60 C3H80 000067-63-0 42
5 Formic acid, 1-methylpropyl ester 102 C5H1002 000589-40-2 40
Abundance Scan 993 (7.794 min): VN078522.D\data.ms (-986) (-) m/z 45.00 100.00%
45.0
5000

59.0 OV, SRR BN

7.40 7.60 7.80 8.00 8.20

1 720 911 )

0t 4 e e e m/z 59.00  25.72%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #975: 2-Butanol, (R)-

45.0
5000 DL B AL B R
7.40 7.60 7.80 8.00 8.20
31.0 59.0 ITI/Z 43.00 23.16%
O\\‘\\\\‘\\\M“‘\\\\“‘ihi\‘\\w‘\“\\\\7‘2\-\0\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #962: 2-Butano
45.0
RN R
7.40 7.60 7.80 8.00 8.20
5000 m/z 41.00 14.66%
31.0 59.0
o200yl L me
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5003: 2-Pentanol, 4-methyl-
45.0 7.40 7.60 7.80 8.00 8.20
m/z 39.00 8.12%
5000
27.0 69.0
ol 360 I L 10 1 870 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.535 6.14 ug/1 244106 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 86
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 70
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 70
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
Abundance Scan 1969 (13.535 min): VN078522.D\data.ms (-1965) (- | m/z 117.00 100.00%
117.0
69.0
5000
41.0 91.0 A,
160.3 1350
0! 023 2000 7 117,95 69.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
c000 ‘/L A
91.0 13.50
39.0 63.0 69.05 52.65%
0 15.0
N ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
13.50
5000 m/z 114.95 40.81%
91.0
390 650
0“W“HMHNJN‘HH‘L‘N““H“H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10207: Benzene, 1-ethenyl-3-methyl- —
117.0 13.50
m/z 91.05 28.23%
5000
91.0
390 630
0 ‘1‘5‘9“”&‘_““““‘M“W‘uwm RS ‘[/\‘M — MMMW/‘\M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.876  24.30 ug/l 965821 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 50
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
5 2-Propyl-1-pentanol, pentafluoro... 276 C11H17F502 1000365-51-2 47
Abundance Scan 2027 (13.876 min): VN078522.D\data.ms (-2021) (- | m/z 57.10 100.00%
57.1
5000 <}L
‘ 83.1
13. 50 1400
1121
oww‘i“m w‘w‘p!H‘M":‘_‘H_WHH_H‘%Q‘?‘? m/z 41.00 40.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 ‘””!/\
13.50 1400
29.0 83.0 m/z 55.00  34.94%
112.0
0\\\‘\h“\\“‘{\\w‘\\“\\“!\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentano
57.0
13. 50 1400
5000 m/z 43.05 31.46%
29.0 83.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92371: Heptane, 1,1'-oxybis-
57.0 13.50 14.00
m/z 69.95 26.29%
5000
290 8.0
0 ‘ L 135.0  171.0
H“‘H"H“‘H‘“H"_“‘_“w“‘w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 1Indene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.182  15.47 ug/1 614985 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 94
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 91
4 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
5 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 91
Abundance Scan 2079 (14.182 min): VN078522.D\data.ms (-2072) (- | m/z 115.00 100.00%
115.0
5000
—— —
67-0 ' 14.00 14.50
Ot bk 2472 28LL s 116.16 93.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9543: Indene
116.0
5000 e ——
14.00 14.50
m/z 63.00 13.79%
63.0
27\"0\ I H‘\ o I
O\\‘\‘\\\‘[HHH‘\H‘\‘\‘\‘H‘H\"H\\’\H\‘\\H‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9544: Benzene, 1-propynyl-
115.0 J\A
AES e
14.00 14.50
5000 m/z 89.00 12.83%
63.0
Y A Y A N ——
m/z--> 20 40 60 80 100120140160180200220240260280 /\%
Abundance #9552: Benzene, 1-ethynyl-4-methyl- TAVALNS P —
115.0 14.00 14.50
m/z 117.10 8.55%
5000
63.0 A
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@71423\
Data File : VN@78522.D

Acqg On : 14 Jul 2023 15:11
Operator : JC\MD

Sample : 03620-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©71023W.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|
unknown2.095 2.095 5.8 ug/l 144695 1 8.236 1245970 50.0
Acetaldehyde 2.665 5.5 ug/l 135715 1 8.236 1245970 50.0
unknown6.689 6.689 7.5 ug/l 188036 1 8.236 1245970 50.0
Butanal 7.242 6.1 ug/l 151961 1 8.236 1245970 50.0
2-Butanol, (R)- 7.794 5.7 ug/l 142513 1 8.236 1245970 50.0
Benzene, 1-ethe... 13.535 6.1 ug/l 244106 4 13.800 1987700 50.0
1-Hexanol, 2-et... 13.876 24.3 ug/l 965821 4 13.800 1987700 50.0
Indene 14.182 15.5 ug/l 614985 4 13.800 1987700 50.0
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