LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N011425W.M

Title : SW846 8260

Signal : TIC: VNe85731.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.336 902 914 932 rBvV2 187184 567347 7.78% 1.039%
2 8.000 1020 1028 1037 rVB 70852 164669 2.26% 0.302%
3 8.165 1046 1056 1060 rBV2 208538 488841 6.71% ©.895%
4 8.253 1060 1071 1080 rVV2 464043 1874081 25.71% 3.432%
5 8.577 1119 1126 1137 rVV3 231275 595667 8.17% 1.091%
6 8.735 1140 1153 1158 rVV3 145518 427765 5.87% ©.783%
7 8.788 1158 1162 1168 rVV2 71039 171162 2.35% 0.313%
8 8.853 1168 1173 1181 rVV2 80284 186677 2.56% 0.342%
9 9.100 1206 1215 1222 rBV 581899 1231404 16.89% 2.255%
10 9.376 1258 1262 1271 rVB2 34405 75006 1.03% 0.137%
11 9.600 1280 1300 1308 rBV 510933 1212195 16.63% 2.220%
12 9.776 1322 1330 1337 rBV3 48291 93390 1.28% 0.171%
13 9.965 1350 1362 1366 rBV3 96277 309716 4.25% 0.567%
14 10.006 1366 1369 1378 rVB4 54400 116448 1.60% 0.213%
15 10.100 1378 1385 1390 rBV 79626 155329 2.13% 0.284%
16 10.447 1437 1444 1456 rVB 254360 511243 7.01% 0.936%
17 10.565 1456 1464 1470 rBV 913074 1725020 23.66% 3.159%
18 10.629 1470 1475 1483 rVB 310720 602113 8.26% 1.103%
19 10.759 1488 1497 1503 rVV4 146812 335255 4.60% 0.614%
20 10.829 1503 1509 1517 rVV2 113558 207548 2.85% 0.380%
21 10.906 1517 1522 1529 rVB 63689 113126 1.55% 0.207%
22 11.000 1529 1538 1546 rBV6 57804 164610 2.26% 0.301%
23 11.418 1605 1609 1614 rVB2 54808 88761 1.22% 0.163%
24 11.865 1677 1685 1692 rVV 723428 1300614 17.84%  2.382%
25 11.959 1692 1701 1711 rVV 1941474 3327511 45.65% 6.094%

26 12.070 1711 1720 1739 rVB 3919348 7287622 99.97% 13.
27 12.394 1763 1775 1794 rVB 1974597 3285080 45.06%
28 12.576 1795 1806 1811 rBV3 40685 103351 1.42%
29 12.694 1819 1826 1832 rBV 376727 613362  8.41%
30 12.847 1845 1852 1862 rBV 596282 1026168 14.08%

PR OO W
=
0
O
R

31 13.029 1877 1883 1889 rBV 345024 588864  8.08%
32 13.094 1889 1894 1897 rVV 819140 1397185 19.17%
33 13.129 1897 1900 1904 rVV 920201 1366306 18.74%
34 13.170 1904 1907 1913 rVB 182654 275838 3.78%
35 13.335 1927 1935 1944 rVB 1361242 2293490 31.46%

A ONMNDNER
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R

36 13.476 1952 1959 1966 rVV 4521583 7289685 100.00% 13.350%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N011425W.M
Title : SW846 8260
37 13.611 1972 1982 1987 rVB3 45380 120689 1.66% 0.221%
38 13.670 1987 1992 1996 rBV 104462 159659 2.19% 0.292%
39 13.729 1996 2002 2006 rBv2 126124 216942 2.98% 0.397%
40 13.817 2006 2017 2033 rVB2 1558543 3832912 52.58% 7.020%
41 13.947 2033 2039 2041 rBV 139018 208840 2.86% 0.382%
42 13.994 2041 2047 2052 rBV 662934 1114873 15.29% 2.042%
43 14.111 2062 2067 2072 rBV 61370 99581 1.37% 0.182%
44 14.176 2072 2078 2084 rVV2 168338 276670 3.80% 0.507%
45 14.241 2084 2089 2091 rBV 232287 352664 4.84% 0.646%
46 14.270 2091 2094 2099 rvV 247233 374149 5.13% 0.685%
47 14.329 2099 2104 2110 rVB 341150 526527 7.22% 0.964%
48 14.394 211e 2115 2118 rBV 90925 153829 2.11% 0.282%
49 14.441 2118 2123 2132 rVB2 438225 762820 10.46% 1.397%
50 14.570 2139 2145 2151 rVB2 129566 207555 2.85% 0.380%
51 14.653 2151 2159 2161 rVV 180344 299151 4.10% 0.548%
52 14.688 2161 2165 2170 rVV 341066 556775 7.64% 1.020%
53 14.923 2200 2205 2211 rBV 226611 389106 5.34% 0.713%
54 15.047 2217 2226 2232 rBV2 491409 1141069 15.65% 2.090%
55 15.111 2232 2237 2246 rVB3 88581 179824  2.47% 0.329%
56 15.206 2246 2253 2261 rBV2 165777 304542 4.18% 0.558%
57 15.311 2261 2271 2276 rBV3 82368 219290 3.01% 0.402%
58 15.435 2284 2292 2299 rVB3 71675 179452  2.46% 0.329%
59 15.635 2319 2326 2334 rVB 631288 1178429 16.17% 2.158%
60 15.741 2337 2344 2350 rBV 90375 175177 2.40% 0.321%

Sum of corrected areas: 54602974
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN085731.D\data.ms
4000000
3000000
2000000
1000000
O ‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\7\‘\\
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: VN085731.D\data.ms
4000000
3000000
2000000
1000000 10.565
8.253 9.100 9.600 629
7.330 63.1 8.57'é 10.444Y- fon
8.00 g¥3 || 9376 /| 9.7763988400 Osfioeo0  11.418
0 T T I T ‘%M\é’; i I [ w/\? T T \"_\/&‘ T B e e T 7 T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN085731.D\data.ms
13.476
40000001 12.070
3000000
200000011-95¢ 12.394
13.817
13.335
9
1000000 k6 13° 13.994
12.847 15.047 15.635
12.694 /\ 13.099 , S W%‘”ﬁ..e%&sl 4,025 1151 J
947, 1 . .
O T T T T T 1‘2/5\¥¢\\'\\ ] T T T ‘j-.\ . \/\ T \/\ T T '\ ‘/\M /%%4\3‘5 T ?74\.1 T T T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 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©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.330  15.14 ug/l 567347  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclohexane 84 C6H12 000110-82-7 74
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 58
5 Cyclobutane 56 C4H8 000287-23-0 43
Abundance Scan 914 (7.330 min): VN085731.D\data.ms (-902) (-) m/z 56.20 100.00%
56.2
41.2
5000 69.2 J\\
A E e o A
M ‘ ‘ 84.2 7.00 7.20 7.40 7.60
om‘w_m_MM:HMMu‘ml‘mw‘w“w‘ m/z 41.20 52.12%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 u‘uu‘uu‘uu,uu‘
7.00 7.20 7.40 7.60

m/z 69.20 46.30%
““ \H‘

‘ 84.0
“w“ww%?Q\H‘w\H“w“w“‘w“”i‘H‘\‘M‘\H
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane

o

56.0

41.0 84.0 H‘HHWHWH,HH‘
7.00 7.20 7.40 7.60

5000 m/z 55.10 27.91%
27.0
69.0
150 | ‘
ol20 1 A Wl
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1676: 1-Pentene, 2-methyl- ““H““““H‘,““
56.0 7.00 7.20 7.40 7.60

m/z 39.10 26.08%

41.0
5000
69.0 84.0
29 0 ‘
0“‘_“W‘H“H“_“wﬂu‘pﬁ A AARRR

m/z--> 0 10 20 30 40 50 60 70 80 90 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©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Cyclohexene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.735 17.37 ug/l 427765  1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene 82 C6H10 000110-83-8 93
2 Ethylidenecyclobutane 82 C6H10 001528-21-8 76
3 Cyclobutane, ethenyl- 82 C6H10 002597-49-1 76
4 Cyclopentane, methylene- 82 C6H10 001528-30-9 64
5 2,4-Hexadiene, (E,E)- 82 C6H1e 005194-51-4 60
Abundance Scan 1153 (8.735 min): VN085731.D\data.ms (-1140) (-) m/z 67.15 100.00%
67.2
54.2
5000
39.1 82.2 /L
o EmERERE RS
‘ ‘ ‘ ‘ ‘ 98.1 8.40 8.60 8.80 9.00
0 ""‘W"""‘mm‘HJ‘“‘wuluuHWMM"W m/z 54.20  64.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1356: Cyclohexene
67.0
54.0 /\\
5000 390 LI L B A I R B |
82.0 8.40 8.60 8.80 9.00
27.0 m/z 82.20 41.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1386: Ethylidenecyclobutane
67.0
54.0 A
R ARmEanEEEE R
8.40 8.60 8.80 9.00
82.0 -
5000 m/z 39.10 35.32%
41.0
0 :
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1385: Cyclobutane, ethenyl- R RRRRES S
67.0 8.40 8.60 8.80 9.00
54.0 m/z 41.15 31.89%
5000
41.0 82.0
27.0 ‘
0 H"‘H“‘“‘“m{1‘H{MNH“HA“‘MHM‘H“‘H“‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 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©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Cyclohexene, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.965 12.58 ug/l 309716 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 87
2 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 81
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 81
4 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 76
5 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 64
Abundance Scan 1362 (9.965 min): VN085731.D\data.ms (-1350) (-) m/z 81.20 100.00%
81.2
000 54.2
5
=
Ll l_)

b rrrrrrrrre et A bl e m/z 54.200 53.75%

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

Abundance #3234: Cyclohexene, 4-methyl-

81.0
54.0 YA\ A
5000 39.0 T
67.0 96.0 10.00
27.0 m/z 96.20 38.37%
150 ‘H \‘ ‘ \‘
O\\‘\\\\‘\\\\‘\\\1}\\\\}1\\\‘\‘\H\‘\\\\‘1\\\‘\\\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3227: 2,4-Heptadiene, (E,E)-
Al
10.00
m/z 39.10 33.02%
5000 410 %6.0
27.0 53.0 670
0 , mu “ et
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3284: Cyclopropane, trimethylmethylene- —= ;
81.0 10.00
m/z 79.15 31.67%
5000 41.0
3.0 96.0
0 ‘w““w‘;h“ui}w‘u jék& ALY
m/z--> 10 20 30 40 50 70 80 90 100 10.00

82N011425W.M Tue Feb 11 14:24:37 2025 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Cyclohexene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.447 20.76 ug/l 511243  1,4-Difluorobenzene 9.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 90
2 Cyclohexane, methylene- 96 C7H12 001192-37-6 87
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 87
4 1,4-Heptadiene 96 C7H12 005675-22-9 86
5 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 81

Abundance Scan 1444 (10.447 min): VN085731.D\data.ms (-1437) (- m/z 81.20 100.00%

81.2
67.2
5000 96.2
391 551
T 1050
Ol el el WLl 1102 7 67,15 54.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
81.0
5000 67.0 96.0 KAUJ\ I
200 550 . 10.50 ;
27.0 ‘ m/z 96.20 41.01%
O\\‘\\\\‘\\\\‘\\\\“\\\\‘HH\\‘\\w\‘\\\‘\“l\\\“\\‘\‘\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3244: Cyclohexane, methylene-
),
67.0 — e
10.50
39.0 o
5000 96.0 ITI/Z 68.15 35.50%
54.0
27.0
o B { T S Y
mlz--> 10 20 30 40 50 60 70 80 90 100 110 &\ /\w
Abundance #3229: Cyclohexene, 3-methyl- : e AR
81.0 10.50
m/z 79.20  31.55%
5000
39.0 ':':5060 96.0
il
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1050
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Di-sec-Butyl ether Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.759 12.89 ug/l 335255 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 72
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
3 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 50
4 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 43
5 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 40
Abundance Scan 1497 (10.759 min): VN085731.D\data.ms (-1488) (- | m/z 57.15 100.00%
57.1
41.1 101.2
5000
83.2 10.50 11.00
Wl sl 3252 :
ol v el i el b b m/z 45.10  90.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000 =
101.0 10.50 11.00
59.0
29.0 m/z 101.20  52.82%
83.0
oL 180 L L \ 115.0 130.0
H‘HH’HH’HH‘HH‘\\H‘\\H‘HH’HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
: ‘ ——
10.50 11.00
5000 m/z 41.15 52.62%
41.(
2710 101.0
0 \"‘ Ll 730870 115.0 130.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl-
45.0 10 50 11.00
m/z 59.10  38.48%
87.0 101.0
5000
29.0 0
0 15.0 M A \%\30 ‘
‘WHH,HHMH‘_HWH‘WHHM‘HWHW‘HWHH‘HHMH‘_H‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.094  18.23 ug/l 13971960 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1894 (13.094 min): VN085731.D\data.ms (-1889) (- | m/z 105.20 100.00%
105.2
5000 j\/\
s91 0 13.00
Obrrrordet A UL 3270 20717 126,20 30.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ol /\ ‘
13.00
m/z 77.10 12.29%
77.0
39.0
O\1\5\.9\‘\\\“‘\\‘\\“‘\‘\\\M‘\\‘}\‘M‘\\‘\“[‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
13.00
5000 m/z 91.20 12.00%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene —
105.0 13.00
m/z 106.15 9.06%
5000
39.0 77.0
) Bl VR T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.335 29.92 ug/1 2293490 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1935 (13.335 min): VN085731.D\data.ms (-1927) (- | m/z 105.15 100.00%
105.2
5000 A /\ /\
e
4 1l 13.00 13.50
Obereperrebodit Ml 3268 2071 ;17020 29.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘/\/\\/\’\\ /\\ T \J\\
13.00 13.50
m/z 77.10 11.99%
77.0
O-\‘]-\5\.(‘)\‘\\\?)\9“.\0\‘\\“\‘H\M‘\\‘M‘H‘\\‘\H“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 91.10 11.64%
77.0
Ol b b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 106.20 9.20%
5000
w0 T Al )
) Bl VR T s U
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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, 1,1'-(1,5-hexadien... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.994 14.54 ug/1 1114870  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Deltacyclene 118 C9H10 007785-10-6 59
3 Indole 117 C8H7N 000120-72-9 47
4 4-Ethynylaniline 117 C8H7N 014235-81-5 43
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 42

Abundance Scan 2047 (13.994 min): VN085731.D\data.ms (-2041) (- m/z 117.15 100.00%

117.2
5000
\/\\ \‘\
39.1 63.1 91"2 070 14.00
Ol i 200 m/z 118,200 55.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 LI — \’A
14.00
m/z 115.15 33.59%
91.0
0 390 650 | “ 143.0 178.0202.0 234.0
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10184: Deltacyclene
117.0
s
14.00
5000 ITI/Z 91.15 14.17%
390 91.0
65.0 ‘
0‘,H‘ﬂ‘NM“HHNMJwwh‘ﬂwu“_‘H“H“H‘W“H“H‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9733: Indole Y
117.0 14.00
m/z 116.10 8.85%
5000
[ JUM
63.0
39.0
o‘,‘m‘_mw‘mH‘mwMU‘W_mwwwm_m_ L Jk S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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 Indan, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.441 9.95 ug/l 762820 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 80
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 72
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 58
Abundance Scan 2123 (14.441 min): VN085731.D\data.ms (-2118) (- | m/z 117.20 100.00%
117.2
o wj\ /
91.1 L ‘
391 631 | LM 40.3 207.0 1450
Ol v bl b A AR m/z 115.20  34.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000 71
14.50
m/z 132.20  26.81%
39.0 65.0 91"0 ‘
O‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
—r
14.50
5000 m/z 91.10 16.31%
91.0
470 5LO ‘ ‘ ‘
0‘\‘\H“\\“}h\‘m\\\““HW\“‘N\\‘\“\‘U‘\‘\‘\\H’\H\‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- T
117.0 14.50
m/z 119.20  15.63%
5000
91.0
39.0 65.0 ‘ ‘ ‘
) S S M | " O —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21025\
Data File : VNe85731.D

Acqg On : 10 Feb 2025 18:11

Operator JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11425W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.047 14.89 ug/l 11410760 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 83

Abundance Scan 2226 (15.047 min): VN085731.D\data.ms (-2217) (' | m/z 117.15 100.00%
11y.2
5000
91.2 ol
511 Le. ‘ ‘ 1%4.2 15.00
ol R b Ml myz 132,200 36.15%
miz--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 A /\ s
15.00
o 91.0 m/z 115.05 29.75%
O ‘2\7‘\.0\\“ T \“\-\ “%‘ \7\4\9‘ T \“\ T ‘Hi‘\ T U‘ \1}“\‘3\.0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T T
15.00
5000 ITI/Z 119.20 20.28%
91.0
27.0 s1o 133.0
ARG A= T R T
miz-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- . ‘
117.0 15.00
m/z 131.15 18.73%
5000
39.0 91.0
A | 1830
m/z--> 20 40 60 80 100 120 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21025\
Data File : VN@85731.D

Acqg On : 10 Feb 2025 18:11
Operator : JC\MD

Sample : Q1332-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11425W.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|
Cyclopentane, m... 7.330 15.1 ug/l 567347 1 8.224 1874080 50.0
Cyclohexene 8.735 17.4 ug/l 427765 2 9.100 1231400 50.0
Cyclohexene, 4-... 9.965 12.6 wug/l 309716 2 9.100 1231400 50.0
Cyclohexene, 1-... 10.447 20.8 ug/l 511243 2 9.100 1231400 50.0
Di-sec-Butyl ether 10.759 12.9 ug/l 335255 3 11.865 1300610 50.0
Benzene, 1l-ethy... 13.094 18.2 wug/l 1397190 4 13.788 3832910 50.0
Benzene, 1l-ethy... 13.335 29.9 wug/l 2293490 4 13.788 3832910 50.0
Benzene, 1,1'-(... 13.994 14.5 wug/l 1114870 4 13.788 3832910 50.0
Indan, 1-methyl- 14.441 9.9 ug/l 762820 4 13.788 3832910 50.0
Benzene, 1-ethe... 15.047 14.9 ug/l 1141070 4 13.788 3832910 50.0
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