LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe041710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 X\Method\82X052924W.M

Title : SW846 8260

Signal : TIC: VXe41710.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.374 42 47 54 rBV 116171 126494 2.82% 0.367%
2 1.715 98 103 113 rVB 239718 310714 6.93% 0.902%
3 1.928 134 138 152 rVB2 95135 165751 3.70% 0.481%
4 2.050 152 158 164 rBV 55611 76344  1.70% 0.222%
5 2.197 178 182 191 rVB 35077 54548 1.22% 0.158%
6 2.392 209 214 228 rVB 41416 73849 1.65% 0.214%
7 2.812 278 283 286 rBV 30135 57259 1.28% 0.166%
8 2.849 286 289 299 rVB 70128 137320 3.06% 0.398%
9 2.947 299 305 320 rVB 35049 84184 1.88% 0.244%
106 3.087 320 328 342 rVB2 35768 100290 2.24% 0.291%
11 4.294 516 526 540 rVB 87298 249655 5.57% 0.724%
12 4.586 565 574 592 rBv2 11582 47504 1.06% 0.138%
13 5.385 693 705 712 rBV 73705 218775 4.88% 0.635%
14 5.464 712 718 724 rVW3 42360 134008 2.99% 0.389%
15 5.550 724 732 761 rVB 128475 415937 9.28% 1.207%
16 5.958 789 799 804 rBV 77008 200834  4.48%  0.583%
17 6.037 804 812 826 rVB 553838 1469273 32.79% 4.263%
18 6.763 922 931 942 rBV 188295 466230 10.40% 1.353%
19 7.373 1020 1031 1044 rBV3 41966 112492 2.51% 0.326%
20 8.647 1234 1240 1246 rBV 403905 625472 13.96% 1.815%
21 8.720 1246 1252 1263 rVB 637378 988019 22.05% 2.867%
22 8.958 1281 1291 1297 rBV 70290 115377 2.57% 0.335%
23 9.049 1297 1306 1312 rBV 80461 127576 2.85% 0.370%
24 10.055 1462 1471 1486 rBV 437158 626715 13.98%  1.818%
25 10.195 1488 1494 1501 rBV 2473523 3247297 72.46% 9.422%

26 10.305 1506 1512 1520 rVB 2913139 3985634 88.94% 11.564%
27 10.640 1562 1567 1585 rVB 3524043 4481340 100.00% 13.003%
28 10.963 1614 1620 1625 rBV 86394 111035 2.48% ©.322%
29 11.079 1634 1639 1646 rBV 395196 509796 11.38% 1.479%
30 11.305 1671 1676 1683 rVB 162323 192360 4.29% ©.558%

31 11.396 1683 1691 1696 rVV 463968 680616 15.19%
32 11.451 1696 1700 1712 rVB 173989 222586  4.97%
33 11.610 1721 1726 1738 rBV 1447228 1805168 40.28%
34 11.750 1744 1749 1756 rBV 2063274 2483212 55.41%
35 12.024 1789 1794 1799 rVV 478001 640679 14.30%
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36 12.085 1799 1804 1817 rVB 1755072 2154411 48.08%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe041710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 X\Method\82X052924W.M
Title : SW846 8260
37 12.244 1822 1830 1838 rBV 2027350 2625162 58.58% 7.617%
38 12.317 1838 1842 1851 rVvB2 111576 176678 3.94% 0.513%
39 12.408 1852 1857 1862 rBv2 92622 129887 2.90% 0.377%
40 12.463 1862 1866 1872 rVB 85180 109223 2.44% 0.317%
41 12.530 1872 1877 1880 rBV = 179223 239079 5.33% 0.694%
42 12.609 1886 1890 1894 rBV 295764 365535 8.16% 1.061%
43 12.646 1894 1896 1900 rVV 79933 81036 1.81% 0.235%
44 12.701 1900 1905 1913 rVB2 304007 427313  9.54%  1.240%
45 12.847 1924 1929 1935 rVB 121516 154143  3.44% 0.447%
46 12.920 1935 1941 1945 rBV 171524 217460 4.85% 0.631%
47 12.963 1945 1948 1954 rVB 150643 178624 3.99% 0.518%
48 13.170 1978 1982 1991 rVB 164871 213681 4.77% 0.620%
49 13.292 1997 2002 2007 rVB2 543557 694515 15.50% 2.015%
50 13.420 2019 2023 2030 rVB2 70776 91871 2.05% 0.267%
51 13.585 2046 2050 2056 rBV5 29038 49524  1.11% 0.144%
52 13.664 2060 2063 2069 rVB2 36601 51793 1.16% 0.150%
53 13.774 2075 2081 2087 rBV 674592 834267 18.62% 2.421%
54 13.865 2092 2096 2103 rVB 124514 168319 3.76% 0.488%
55 14.780 2240 2246 2253 rBV 116539 157966  3.52% 0.458%

Sum of corrected areas: 34464830
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
Quant Title : SW846 8260

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

Abundance : . .
3500000 TIC: VX041710.D\data.ms

3000000
2500000
2000000
1500000

1000000

6.037
500000

1.715
1.374 192059 1972.302  2239947.087 294 456 538820 59

OTv—rﬁ‘r T H‘H_ﬁ/‘\ﬁ_ﬁ‘\ \\‘HH‘\H\‘HH’HH‘HH‘HH‘HHTW_F\\\ﬂ_v—rv_v_v_v—rv_v_v_v—rffu‘\u\‘u\‘v—rv_r\/\\

Time--> 1.20 140 1.60 1.80 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

Abundance TIC: VX041710.D\data.
3500000 \data.ms 10.640

3000000 10.305
2500000 10.194
2000000
1500000

1000000

8.720
500000 8.6 10.05 L 11079 11.396

7373 8.95849 1096 451

o —— —— AL —

I T ] T
Time--> 6.50 7.00 7. 50 8.00 8.50 9.00 9.50 10.00 10.50 11 oo
Abundance : . .
3500000 TIC: VX041710.D\data.ms

3000000

2500000

11.750 12.244
12.085

2000000
15000001-610

1000000

13.292 13.774

e W W

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

500000 4} 12.024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Butane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.715 37.35 ug/l 310714  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 43
3 3-Buten-1-o0l 72 C4H80 000627-27-0 40
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9
5 1-Butene 56 C4H8 000106-98-9 9
Abundance  Scan 103 (1.715 min): VX041710.D\data.ms (-98) (-) m/z 43.05 100.00%
57.0
5000
R RARRR TR
‘ 72.1 1.40 1.60 1.80 2.00
) SN PN | RS M : . RN m/z 41.05 89.54%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.05 88.78%
72.0
15.0 ‘ ‘ | |
O\\\‘\\‘\\‘\\}\‘\\\ii\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.05 72.96%
27.0 57.0 720
oo Ul
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol R aRamasmasEE
42.0 1.40 1.60 1.80 2.00
310 m/z 39.00  28.90%
5000
57.0 72.0
ol 120
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00

82X052924W.M Tue Jun 04 16:41:15 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Pentane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.928 19.93 ug/l 165751  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 50
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 38

4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 9
5 Oxirane, ethyl- 72 C4H80 000106-88-7 9

Abundance Scan 138 (1.928 min): VX041710.D\data.ms (-134) (-) m/z 43.05 100.00%

43.0
5000 M
R ERA R e
571 720 1.60 1.80 2.00 2.20

649 | 80.9 )
WHH_‘HWWHW!;H :_HW“‘:J‘WW‘luwww m/z 42.85  59.45%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #809: Pentane
43.0
5000

1.60 1.80 2.00 2.20

o

. m/z 41.10 54.03%
270 5.0 10
ok 150 [l 50-0“‘ 65.0 |
‘H\\‘HH‘HH‘\H\‘HH‘HH‘HH‘H \‘HH‘\H\‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #814: Butane, 2-methyl-
43.0
T A T
57.0 1.60 1.80 2.00 2.20
5000 ITI z 39.00 17.86%
29.0
72.0
0 15.0 ‘ 11l 50.0 ‘ |
s L e AT AL Ty e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #726: Diaziridine,3,3-dimethyl-
32.0 1.60 1.80 2.00 2.20
m/z 57.10 16.04%
5000
54.0 720
m/z--> 5 101520 25 30 354 550 55 60 65 70 75 80 85 90 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Cyclopentane, methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4,294 30.01 ug/l 249655  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclohexane 84 C6H12 000110-82-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 Cyclobutane 56 C4H8 000287-23-0 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 46
Abundance Scan 526 (4.294 min): VX041710.D\data.ms (-516) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.1
“ ‘ 84.0 4.00 4.20 4.40 4.60
0 “w“‘w“w“w“u“mh‘wuw“‘Huiw“_J“_‘ m/z 41.10 53.54%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LI R B B R

4.00 4.20 4.40 4.60
m/z 69.10 44.16%
‘ “ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0

84.0 R RARARENEREEE
4.00 4.20 4.40 4.60

o

5000 41.0 m/z 55.00 26.93%
69.0
il
0 H*\H*w%%qw*ﬂM*Hw%*H\”‘*w*”iw*w”m*\w
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- ”HJ\TH““H““‘W“‘
56.0 4.00 4.20 4.40 4.60

m/z 39.05 24.88%

410
5000
27.0
‘ ‘ 69.0
0 1.0 150 H ‘\ 1l ‘ 840

m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.396  53.12 ug/1 680616 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1691 (11.396 min): VX041710.D\data.ms (-1683) (- m/z 105.00 100.00%
105.0
5000
120.1
39.0 63.0 77‘-0 91‘-0 ‘ 11.00 11.50
Obrprrrrprrrr bt et e m/z 120.10  30.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 11.50
m/z 76.95 11.31%
77.0 91.0
O 150 L 390 1 63\\0 \‘ ‘\ Iy ‘ il
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
11.00 11.50
5000 m/z 91.00 11.04%
120.0
77.0 91.0
b 2 ederfpor S bbbk
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10720: Benzene, 1-ethyl-3-methyl- — P
105.0 11.00 11.50
m/z 106.00 9.31%
5000
120.0
77.0 91.0
o, 380 20 8 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.610 140.88 ug/l 18051760  1,4-Dichlorobenzene-d4 12.024
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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1726 (11.610 min): VX041710.D\data.ms (-1721) (| m/z 105.00 100.00%
105.0
5000
120.1
39.1 63.0 77‘-0 91‘-0 11.50 12.00
Oberprrr et el MU m/z 1200100 31.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 11.50 12.00
m/z 77.00 12.19%
77.0 91.0
OH‘]\_\5\.(\)‘\\\‘\‘\\3\19’.(\)\\\“\\\\6’%\“\0\‘\\\}“\H\“MH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
4JAA7 : s
11.50 12.00
5000 m/z 91.00 12.12%
790 120.0
39.0 650 | 990 || ‘
N At R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00
m/z 106.00 9.10%
5000
120.0
77.0 91.0
39.0 63.0 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.085 168.13 ug/1 2154410 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 1804 (12.085 min): VX041710.D\data.ms (-1799) (- m/z 105.00 100.00%
105.0 r‘
5000 120.1
77.0 12.00
39\.\0 1.99:0 ‘\\ ‘ Wl 120.95 43.939
O rrrprrrrprerrprert e e e e m/z . .93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 120.0
12.00
m/z 77.00 12.55%
51.0 77.0
0 H‘\\H‘%\7\.‘()\\H“\H\i‘}‘\\M\‘\‘H‘\H‘U’HH“HH’\M1\‘\\‘\‘\“\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 12.00
5000 m/z 90.95 10.33%
39.0 77.0
o230 23 Ml el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 10.07%
5000 120.0
28.0 51.0 77.0
0“_m‘_H“‘HhhuqhuwMMW‘NWH‘qM‘WNEWHWMHH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 204.87 ug/l 2625160 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
Abundance Scan 1830 (12.244 min): VX041710.D\data.ms (-1822) (| m/z 117.00 100.00%
117.0
5000 K
91.0 -
39.0 63.0 ‘ 134.0 12.00 12.50
0l b b SRS gz 118,08 55.51%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
11v.0
5000 —r —
12.00 12.50
m/z 115.00  32.91%
39.0 580 910 ‘ /
O\\:L\3\O‘\“\\\‘\\\\“‘\‘\\\‘\\\\\\\“‘\\\\‘\
miz-> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
12.00 12.50
m/z 90.95 15.93%
5000 910 /
39.0 65.0
o\\\wwu
miz--> 20 40 80 100 120 140
Abundance  #10214: Tetracyclo[3.3.l.0(2,8).0(4,6)]—n0n—2—ene — a2
117.0 12.00 12.50
m/z 119.00 9.02%
5000 91.0
39.0 65.0
Ob i w““‘ﬂ‘ﬂ“ﬂﬂ‘ (1 RN |
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.609  28.53 ug/l 365535 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95

Abundance Scan 1890 (12.609 min): VX041710.D\data.ms (-1886) (- m/z 119.00 100.00%

119.0
5000
134.0
91.0

39.0 65.1 12.50 13.00
b ekl sz 1340000 29.32%
m/z--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000
12.50 13.00
91.0 134.0 m/z 91.00 16.33%
150 390  g50 ‘
O\\\‘\ T \‘\ T \“‘\ \“\‘\“‘\‘\ T \‘”‘ T T ‘W\ \‘\w T T
m/z--> 20 40 60 80 100 120 140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 119.95 10.46%
134.0
91.0
ob-289 . o B el
m/z--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- P ——
119.0 12.50 13.00
m/z 76.95 8.64%
5000
134.0
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27

Operator JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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 9 1-Methyl-2-phenylcyclopropane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.701  33.35 ug/l 427313  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Indan, 1-methyl- 132 C10H12 000767-58-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 1905 (12.701 min): VX041710.D\data.ms (-1900) (- m/z 117.00 100.00%
117.0
5000
91.0
12.50 13.00
! 5%'0\ w74 ‘ [l 131 9
ot Ll m/z 115.00 32.69%
miz--> 20 40 60 80 100 120 140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
11v.0
5000
91.0 12.50 13.00
m/z 132.00 29.01%
51.0
0 LI ‘\29.\0\ " T \“}H\"H‘ \7\4.\ﬁp‘ T \‘} T “w‘\ \]-{ﬁ\?\'()‘ L
miz--> 20 40 60 80 100 120 140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0
—— —
12.50 13.00
5000 m/z 91.00 13.12%
91.0
39.0
65.0
150 |
B RIS SRR | M1 [
m/iz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.50 13.00
m/z 118.00 9.67%
5000
0 91.0
51.
133.0
SN 1 T TS O |
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27

Operator JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.292 54.20 ug/l 694515 1,4-Dichlorobenzene-d4 12.024
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 92
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90

Abundance Scan 2002 (13.292 min): VX041710.D\data.ms (-1997) (- m/z 117.00 100.00%
117.0
5000
Ao —
51.0 75,0 184.0 13.00 13.50
O U e = m‘ — ‘ i U‘ S M m/z 132.05  38.33%
miz-> 20 40 60 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000 — jk INNARIEAN
13.00 13.50
o 910 m/z 115.00  28.76%
270 | 1 740 I 1330
0\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘H\‘\\\‘\}‘\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
13.00 13.50
5000 m/z 130.95 18.77%
91.0
51.0
27.0 | ‘ 133.0
0 \\\‘\\\HV\J”‘JH “ \1\‘W“\\M\W““‘\\\\
miz--> 20 40 80 100 120 140
Abundance #16151.1H4ndene,23—mhydnr54nemyk
117.0 13.00 13.50
m/z 119.05 18.29%
5000
39.0 91.0
A A
R RN PR A O PPN | Wl
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060324\
Data File : VXe41710.D

Acqg On : 03 Jun 2024 17:27
Operator : JC/MD

Sample : P2660-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X052924W.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|
Butane, 2-methyl- 1.715 37.4 ug/l 310714 1 5.550 415937 50.0
Pentane 1.928 19.9 ug/l 165751 1 5.550 415937 50.0
Cyclopentane, m... 4.294 30.0 ug/l 249655 1 5.550 415937 50.0
Benzene, 1-ethy... 11.396 53.1 wug/1l 680616 4 12.024 640679 50.0
Benzene, 1l-ethy... 11.610 140.9 ug/l 1805170 4 12.024 640679 50.0
Benzene, 1l-ethy... 12.085 168.1 wug/l 2154410 4 12.024 640679 50.0
Indane 12.244 204.9 ug/l 2625160 4 12.024 640679 50.0
o-Cymene 12.609 28.5 ug/l 365535 4 12.024 640679 50.0
1-Methyl-2-phen... 12.701 33.4 ug/l 427313 4 12.024 640679 50.0
Benzene, 1-ethe... 13.292 54.2 ug/l 694515 4 12.024 640679 50.0
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