LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14

Misc : 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS Vvial : 13  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\82X043024W.M

Title : SW846 8260

Signal : TIC: VXe41324.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.611 69 86 87 rBvile 8199 33692 2.62% 0.276%
2 2.770 263 276 279 rBV 19922 42373 3.29% 0.347%
3  2.812 279 283 305 rVB 42053 105658 8.20% ©0.865%
4 3,093 320 329 340 rBV 47174 102405 7.95% 0.838%
5 3.727 423 433 442 rBV 10463 26144 2.03% 0.214%
6 3.830 442 450 466 rVB2 9035 23511 1.82% 0.192%
7 4.202 503 511 517 rVwv3 5627 16634 1.29% 0.136%
8 4.294 517 526 538 rvv2 50546 143741 11.16% 1.177%
9 4.422 538 547 562 rVB4 8596 27798 2.16% 0.228%
106 5.129 649 663 664 rBV5 6524 17686 1.37% 0.145%
11 5.385 694 705 713 rBvV2 94238 281613 21.86% 2.305%
12 5.464 713 718 724 rVV3 18992 50063 3.89% 0.410%
13 5.550 724 732 741 rVW 150230 398595 30.94%  3.263%
14 5.824 765 777 790 rBV5 21957 71136 5.52% ©.582%
15 5.952 790 798 814 rBV 93344 253397 19.67% 2.074%
16 6.159 824 832 840 rBV5 16182 60821 4.72%  0©.498%
17 6.245 841 846 855 rVv3 24581 70578 5.48% ©.578%
18 6.354 855 864 878 rVB3 28966 82669 6.42% 0.677%
19 6.598 893 904 912 rBV3 7217 18089 1.40% 0.148%
20 6.763 921 931 940 rBvV 228972 597307 46.36% 4.889%
21 6.848 941 945 957 rWw5 37948 97423 7.56% 0.797%
22 6.976 957 966 973 rVB3 9782 23284 1.81% 0.191%
23 7.062 973 980 989 rvB4 5943 15127 1.17% 0.124%
24 7.165 989 997 1006 rBV 43721 102249 7.94% 0.837%
25 7.373 1018 1031 1044 rBV2 60561 165646 12.86% 1.356%
26 7.494 1044 1051 1056 rBV3 7447 15192 1.18% 0.124%
27 7.562 1056 1062 1067 rVV2 8289 18083 1.40% 0.148%
28 7.653 1071 1077 1090 rVB2 12719 27740  2.15% 0.227%
29 7.769 1090 1096 1103 rVB3 11753 24148 1.87% 0.198%
30 7.879 1103 1114 1122 rBV7 19746 69977 5.43% 0.573%
31  7.982 1122 1131 1143 rVB4 16735 56935 4.42% 0.466%
32 8.104 1143 1151 1153 rBV3 43158 80740 6.27% 0.661%
33 8.141 1153 1157 1162 rW 98990 174002 13.51% 1.424%
34 8.196 1162 1166 1176 rVB4 14906 35546 2.76% 0.291%
35 8.305 1176 1184 1191 rBV3 17393 35767 2.78% 0.293%
36 8.433 1201 1205 1209 rBvV2 8834 14697 1.14% 0.120%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14

Misc : 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS Vvial : 13  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\82X043024W.M
Title : SW846 8260
37 8.500 1211 1216 1226 rVB 72600 128392 9.97% 1.051%
38 8.604 1226 1233 1235 rBV4 15746 29424  2.28% 0.241%
39 8.647 1235 1240 1249 rVB 502411 802869 62.32% 6.572%
40 8.817 1264 1268 1271 rBV4 9446 15359 1.19% 0.126%
41  8.921 1280 1285 1290 rBV 28370 44219 3.43% 0.362%
42 8.970 1290 1293 1298 rVB2 11349 17651 1.37% 0.144%
43  9.098 1306 1314 1319 rVV3 18405 37438 2.91% 0.306%
44  9.159 1319 1324 1335 rVB 87307 141828 11.01% 1.161%
45  9.378 1356 1360 1364 rVVv2 13267 20333 1.58% 0.166%
46 9.427 1364 1368 1370 rwV 20104 29107 2.26% 0.238%
47  9.458 1370 1373 1377 rWV 56190 81828 6.35% 0.670%
48 9.500 1377 1380 1387 rVB4 18177 34677 2.69%  0.284%
49 9.604 1393 1397 1402 rBV2 16143 21308 1.65% 0.174%
50 9.659 1402 1406 1417 rVB 13587 24498 1.90% 0.201%
51 9.762 1417 1423 1431 rBV4 23493 48250 3.75% ©.395%
52 10.055 1466 1471 1476 rBV 480760 651840 50.60% 5.336%
53 10.159 1485 1488 1491 rVB2 13368 17056 1.32% 0.140%
54 10.220 1491 1498 1502 rvv3 8299 19414 1.51% 0.159%
55 10.268 1502 1506 1509 rVV6 11320 20151 1.56% ©.165%
56 10.305 1509 1512 1518 rVB 16730 24780 1.92% 0.203%
57 10.463 1534 1538 1546 rVB6 6712 14908 1.16% 0.122%
58 10.585 1546 1558 1565 rBvV2 13825 30659 2.38% 0.251%
59 10.774 1583 1589 1592 rBV5 6425 14014 1.09% 0.115%
60 10.811 1592 1595 1598 rVVv2 10539 13183 1.02% 0.108%
61 10.872 1598 1605 1614 rVB7 9784 26863 2.09% 0.220%
62 10.963 1614 1620 1628 rBV 347861 450001 34.93% 3.684%
63 11.079 1634 1639 1650 rVB 459008 601070 46.66% 4.920%
64 11.305 1668 1676 1686 rBV 503543 625909 48.58% 5.124%
65 11.616 1722 1727 1738 rVB 44630 62985 4.89% 0.516%
66 11.713 1738 1743 1747 rBV 9502 14591 1.13% 0.119%
67 11.866 1763 1768 1770 rBV 27579 37215 2.89% 0.305%
68 11.890 1770 1772 1775 rVB 22559 24858 1.93% 0.203%
69 12.024 1788 1794 1801 rBV 540445 696402 54.05% 5.701%

70 12.244 1824 1830 1838 rBV2 1028693 1288322 100.00% 10.546%

71 12.311 1838 1841 1843 rBV 33684 43453 3.37% ©.356%
72 12.402 1850 1856 1862 rBV 51849 68205 5.29% ©0.558%
73 12.463 1862 1866 1871 rVB 13428 16317 1.27% 0.134%
74 12.609 1883 1890 1893 rBV 250431 313431 24.33% 2.566%
75 12.646 1893 1896 1900 rVV 104915 130306 10.11% 1.067%

76 12.695 1900 1904 1912 rVV 349334 480830 37.32%  3.936%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14

Misc : 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS Vvial : 13  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\82X043024W.M
Title : SW846 8260
77 12.756 1912 1914 1919 rVB 11807 15055 1.17% 0.123%
78 12.841 1919 1928 1933 rVB 23238 34721 2.70% ©.284%
79 12.920 1933 1941 1946 rBV 256031 322313 25.02% 2.638%
890 13.024 1953 1958 1966 rVB3 29242 49891 3.87% 0.408%
81 13.134 1966 1976 1978 rBV3 38103 60101 4.67% ©.492%
82 13.170 1978 1982 1989 rVwV 158345 226434 17.58% 1.854%
83 13.237 1989 1993 1995 rvv2 14923 23251 1.80% 0.190%
84 13.292 1997 2002 2007 rVV2 277704 394168 30.60% 3.227%
85 13.347 2007 2011 2013 rVV3 22372 34819 2.70% ©.285%
86 13.371 2013 2015 2020 rVvVv 16804 24630 1.91% 0.202%
87 13.426 2020 2024 2032 rVB 22507 32506 2.52% 0.266%
88 13.506 2032 2037 2039 rBV2 14718 21597 1.68% ©.177%
89 13.542 2039 2043 2046 rVV 47144 70537 5.48% 0.577%
90 13.579 2046 2049 2053 rVV2 40943 62674 4.86% ©.513%
91 13.640 2056 2059 2060 rvV 26742 31741  2.46% 0.260%
92 13.664 2060 2063 2073 rVB2 41067 65126 5.06% 0.533%
93 13.798 2079 2085 2090 rVB2 8662 18117 1.41% 0.148%
94 13.926 2098 2106 2110 rBV2 15765 24241 1.88% ©.198%
95 14.073 2126 2130 2136 rBV 14641 19711 1.53% ©.161%
96 14.213 2149 2153 2159 rBV3 14991 24634 1.91% 0.202%
97 14.316 2166 2170 2176 rBV 19560 29460 2.29% 0.241%
98 14.371 2176 2179 2184 rVB 11090 13775 1.07% 0.113%
99 14.640 2219 2223 2234 rVB 17279 26305 2.04% 0.215%
100 14.780 2241 2246 2255 rBvV2 32691 46109 3.58% 0.377%
Sum of corrected areas: 12216326
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

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

Abundance TIC: VX041324.D\data.ms
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600000
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200000 5.550
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3.093 4.294
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Abundance TIC: VX041324.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Pentane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.812 13.25 ug/l 105658  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane 72 C5H12 000109-66-0 47
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 28

Abundance Scan 283 (2.812 min): VX041324.D\data.ms (-279) (-) m/z 43.10 100.00%

431
5000 711
57.0
‘ ‘ ‘ 86.0 2.40 2.60 2.80 3.00 3.20
el el 800 myz 42,10 45.73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 ‘uu‘uu,uu‘uu‘u
2.40 2.60 2.80 3.00 3.20
27.0 57.0 m/z 71.10 45.64%
[ T &
\\\‘\\\\‘\\\\‘\\\{‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0 \
“H‘_‘H,‘H‘_‘H“
2.40 2.60 2.80 3.00 3.20
5000 m/z 41.00 40.84%
57.0
27‘0 | ‘ 72.0
‘H‘H‘W‘Hw‘uww‘leu‘mwwu‘wlu‘wu‘_‘u‘uu
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4475: Pentane, 3,3-dimethyl- R e
43.0 2.40 2.60 2.80 3.00 3.20
m/z 57.05 18.93%
71.0
5000
29.0 85.0
1o 180 | ST0 | g0

I
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00 3.20

82X043024W.M Wed May 08 07:17:41 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.093 12.85 ug/1 102405  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
Abundance Scan 329 (3.093 min): VX041324.D\data.ms (-320) (-) m/z 57.10 100.00%
57.1
41.0
5000
e
| ‘ 710 86.1 2.80 3.00 3.20 3.40
H‘HH’HH’\H\H\HH\‘\‘M\H\“‘HH’\H‘\‘\H\‘HH‘HH‘HH‘HH m/Z 56.10 86.0900
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000 T T T T

2.80 3.00 3.20 3.40
m/z 41.05 62.36%

2710
Lol 710 8s0
H‘HH’\HHHHM\H‘HH‘HH‘HH’H}\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0

2.80 3.00 3.20 3.40

5000 m/z 43.85 23.58%
41.0
270 71.0
ﬂ 11— . 850 99,0 113.0128.0
rrprerrprrtprrriere e e e
miz—-> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #34256: Butyl isocyanatoacetate e RAmmwEmEEEE
57.0 2.80 3.00 3.20 3.40
0.0 m/z 39.00 18.06%
5000
150 | 480 | 710 860 4020 1280 e a
rrprorr prettprerier e prrrpr b e e T AR S L N S
miz--> 10 20 30 40 50 60 70 80 90 100110120130 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\

Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator JC/MD

Sample : P2264-14 :
Misc : 5.8mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 3 Cyclopentane, methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4,294 18.03 ug/l 143741  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 Cyclopropane, propyl- 84 C6H12 002415-72-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64

Abundance Scan 526 (4.294 min): VX041324.D\data.ms (-517) (-) m/z 56.10 100.00%
56.1
41.0
5000 69.0
R EEER e
H ‘ 84.1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\“\”\‘\\\w‘\\\\‘\\‘\\‘\\ mz 41 05 52 740
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LB B L L B L LI IR
4.00 4.20 4.40 4.60
m/z 69.05 41.19%
28.0 “ ‘ 84.0
\\\‘\\\\‘1\\5\0\‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0 N RARRIRAREAEE SRS
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.05  25.30%
69.0
il I
SRS SN S R
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- R RRERRARREE RS R SR
56.0 4.00 4.20 4.40 4.60
m/z 38.95 24.48%
41.0
5000
27.0
150 ‘ ‘ 69.0
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\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Hexane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.824 8.92 ug/1 71136  Pentafluorobenzene 5.550

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 47
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 47
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 45
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 43

Abundance Scan 777 (5.824 min): VX041324.D\data.ms (-765) (-) m/z 43.10 100.00%
43.1

70.1

5000

| ‘ 1000 5.60 5.80 6.00 6.20
el e m/z 41.18  76.67%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4468: Hexane, 3-methyl-
43.0 jA\
70.0

5000 RELAEE L -
5.60 5.80 6.00 6.20

m/z 70.10 72.03%

150 | | ., 1000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
A /\

5.60 5.80 6.00 6.20

5000 m/z 71.10  67.90%
mmw L 1 990 1290 1550
e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 A
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- A RRamm TR
56.0 5.60 5.80 6.00 6.20

m/z 56.10 59.93%

5000
27.0
83.0 N/\/\u
10 ‘\‘ J ‘ |

I
m/z--> 0 20 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : 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 5 1,3-Pentadiene, 2,3-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.165 8.56 ug/1 102249 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 64
2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 60
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 60
4 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 49
5 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 49
Abundance Scan 997 (7.165 min): VX041324.D\data.ms (-989) (-) m/z 81.00 100.00%
81.0
55.0
5000 41.0
98.1 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ b ‘ ‘ 6.80 7.00 7.20 7.40
e SB2 UL L 1138 es ee s6.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3277: 1,3-Pentadiene, 2,3-dimethyl-
1 NJ\
5000 96.0 J\,’\/\J
41.0 6.80 7.00 7.20 7.40
27.0 + 67.0 m/z 83.10 46.81%
\\\‘\\\\’\\\‘\“\\\}i}\\\"‘\\\\‘\\‘\‘\‘\\\‘\}1\\\‘\\‘1\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3268: Cyclopentene, 1,5-dimethyl-
81.0
“H‘W‘H‘,H‘W‘H“
6.80 7.00 7.20 7.40
5000 m/z 41.05 38.82%
39.0 96.0
53.0
S P ST
il I L, |
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3270: Cyclopentene, 4,4-dimethyl- B EANERE S
81.0 6.80 7.00 7.20 7.40
m/z 79.10 32.21%
5000
39.0
‘ 53.0 96.0
67.0 ‘
,26, SR VY B VAN Vo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

82X043024W.M Wed May 08 07:17:48 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Cyclopentene, 4,4-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.141 14.57 ug/l 174002 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 87
2 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 86
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 83
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 80
5 (S)-2,5-Dimethyl-3-vinylhex-4-en... 154 C1@H180 035671-15-9 72
Abundance Scan 1157 (8.141 min): VX041324.D\data.ms (-1153) (-)| [ m/z 81.85 100.00%
81.0
5000
96.0 \\‘\\\\’\\\\‘\\\\‘\\\\’\
390 530 67.0 ‘ 7.80 8.00 8.20 8.40
e et e el myz 96.05  26.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
AV /
5000 UL B L B B B B R
7.80 8.00 8.20 8.40
27 0 53.0 96.0 m/z 79.10  24.95%
e ]
\\‘\\\\‘\\\\‘\\\\‘\\\\i‘i“\\‘\\‘i‘}‘\\\‘\il\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3288: Cyclopropane, 1-methyl-1-isopropenyl-
81.0
7.80 8.00 8.20 8.40
5000 m/z 53.00  11.56%
41.0
53.0
27.0 ‘ ‘ 67.0 96.0
"_“w“mu"m‘iu‘ﬂﬂh"Hle‘ﬂhl“w‘ﬂk“u
m/z--> 10 20 30 40 50 60 70 80 90 100 m /J
Abundance #3285: Cyclobutane, (1-methylethylidene)- AR
81.0 7.80 8.00 8.20 8.40
m/z 67.00 10.62%
5000
270 390 30 670 96.0 M
H‘H“_‘H‘H‘ﬁw‘HH»M‘_Hm“HWN‘H“w‘_“ ‘WIXWﬁ‘H‘H‘W‘H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40

82X043024W.M Wed May 08 07:17:49 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Cyclohexene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.500 9.85 ug/l 128392  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 94
2 2,4-Hexadiene, 2-methyl- 96 C7H12 028823-41-8 93
3 Cyclohexene, 3-methyl- 96 C7H12 000591-48-0 91

4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 91
5 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 81

Abundance Scan 1216 (8.500 min): VX041324.D\data.ms (-1211) (-) m/z 81.05 100.00%

81.0
67.0
5000 96.0
39.0
A
8.20 8.40 8.60 8.80
‘ \“ Ll ‘w‘\ [T 112.1 9
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ mz 66 95 49 35
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3236: Cyclohexene, 1-methyl-
1 J\]\\k
5000 67.0 TR T T T
55.0 96.0 8.20 8.40 8.60 8.80
39.0 o
270 m/z 96.05 39.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3255: 2,4-Hexadiene, 2-methyl-
81.0
VA NRRD A OV A\, o
8.20 8.40 8.60 8.80
5000 96.0 m/z 55.05 32.83%
27.0 53.0 670
199
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3229: Cyclohexene, 3-methyl- e
81.0 8.20 8.40 8.60 8.80
m/z 68.00 31.42%
5000
39.0 55.0 67.0 96.0
27.0 ‘ ‘
‘Wm_m_m“uumuH‘waH““l‘HW‘H‘HHWH_ j\ﬂ\“,ﬂw\‘
mlz--> 10 20 30 40 50 60 70 80 90 100 110 8.20 8.40 8.60 8.80

82X043024W.M Wed May 08 07:17:50 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : 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 8 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.159 10.88 ug/l 141828 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 90
3 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 90
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 90
5 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 72

Abundance Scan 1324 (9.159 min): VX041324.D\data.ms (-1319) (-) m/z 95.05 100.00%

95.0
5000
67.0 110.1

39.0 550 79.0 8.80 9.00 9.20 9.40
\\‘\\\\‘\\\\‘\\\\“‘\\\\“\‘\‘\\‘\\\\‘\\\‘\“\\\\“\‘\\‘\‘\\\\“‘\\\\‘ m/z 67.06 25.5500

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0

5000 R RS RRaRE R o
67.0 8.80 9.00 9.20 9.40
m/z 110.10 20.62%
70 30 550 110.0 /
\\‘1\\5\\0‘\\\\‘\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\\‘\“\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6752: 1,3-Dimethyl-1-cyclohexene
95.0
R R R
8.80 9.00 9.20 9.40
5000 m/z 39.05 9.68%
67.0 110.0
41.0 550 82.0 '
a2 %
‘Wm‘u““‘Hu‘wHNm_m!“m‘“i“uH““‘Mum‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl- e
67.0 95.0 8.80 9.00 9.20 9.40

m/z 41.10 9.44%

41.0
5000 550
2r.0 79.0 110.0
15.0 ‘H Ly \\‘u LI L Al ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.80 9.00 9.20 9.40

82X043024W.M Wed May 08 07:17:51 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Benzene, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244  92.50 ug/l 1288320 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
2 Indane 118 C9H10 000496-11-7 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Deltacyclene 118 C9H10 007785-10-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 55
Abundance Scan 1830 (12.244 min): VX041324.D\data.ms (-1824) (- | m/z 117.05 100.00%
117.1
5000 /L Aﬂ
910 T I T T T T T
39.0 63.0 77.0 ‘ | ‘ 1341 12.00 12.50
O bbb e el el - m/z 118,10 55.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 1200 1250
91.0 : X =
m/z 114.95 34.07%
51.0 65.0 ‘
\‘%\7\.?\H\‘\H\i‘\\\‘l‘\‘\‘\\‘\Hw‘\H\‘i}H\‘\‘H\‘Hl\“\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140
Abundance #10178: Indane
117.0 ﬂJk
— ——
12.00 12.50
5000 m/z 91.00 17.44%
91.0
39.0
"mu_m_mi“H‘!‘MwZZ{?‘M“WWNM‘HMHHWHW
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #10192: Benzene, 2-propenyl- — P
117.0 12.00 12.50
m/z 119.10  16.95%
5000 91.0
39.0 65.0
‘M‘H‘H‘mwH‘w‘ﬂ‘WLW‘MW‘H‘MIH‘HMH‘Hlﬁ‘u‘w‘u‘u
mlz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.50

82X043024W.M Wed May 08 07:17:52 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\

Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14 :
Misc : 5.8mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.609 22.50 ug/l 313431 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 1890 (12.609 min): VX041324.D\data.ms (-1883) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 ‘ 12.50 13.00
\‘\\\\‘\\\\“‘\\‘\‘\“\‘\\\‘H‘\\\\‘H‘\\w‘l\\\“\‘1\4.\7-\9\‘\ m/Z 134.05 30.44%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
m/z 91.00 16.42%
91.0
T ‘ T \1\5\.0‘\‘\ \3\9“.‘0\\‘\ \??.\O\ \H‘ T \‘\ T “1‘\ \‘\‘l T \‘\ ‘ L ‘ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
12.50 13.00
5000 m/z 120.00 10.44%
91.0
ST e BB Y )
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- AL - A\‘ ; ﬂ‘
119.0 12.50 13.00
m/z 105.00 9.26%
5000
91.0
£ o A I N
miz--> 0 20 40 60 80 100 120 140 160 12.50 13.00

82X043024W.M Wed May 08 07:17:53 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 11 Benzene, (1-methyl-1-propen... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.646 9.36 ug/l 130306 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
Abundance Scan 1896 (12.646 min): VX041324.D\data.ms (-1893) (- | m/z 117.00 100.00%
117.0
132.0
5000 JL
‘ A
39.0 63.0 770 91‘0 ‘ 12.50 13.00
ety bbb il | m/z 132,00 52.96%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16171: Benzene, (1-methyl-1- mopeny) (2)-
11
5000 132.0
91.0 1250 13.00
270 77.0 m/z 115.00  33.62%
H\‘\H\‘HH‘HH’HMH’\H‘H‘\MH‘\H\‘\H\‘m‘\\‘HH‘\H‘““\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 1250 1300
5000 m/z 131.00  16.35%
91.0
7o M0 TO |
S SO R T |
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #16104: Indan, 1-methyl- et .
117.0 12.50 13.00
m/z 91.05 11.14%
5000
132.0
I
| Joooa | I | wll
T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.50 13.00

82X043024W.M Wed May 08 07:17:54 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 12 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.695 34.52 ug/l 480830 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 1904 (12.695 min): VX041324.D\data.ms (-1900) (- | m/z 117.00 100.00%
117.0
5000
91.0
510 750 ‘ 133.1 12.50 13.00 ;
ot e e m/z 115.10  32.64%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 ——
12.50 13.00
91.0 m/z 132.00  28.76%
51.0
T ‘2\7\.0\\" T \“i \“w \7\4"‘.\9‘ T \“\ T ‘H“\ T H‘ \1}“\“?’\.0‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
—— —
12.50 13.00
5000 m/z 90.95 13.91%
91.0 :,‘
39.0 65.0
S R R “H‘ B S
m/z--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0 12.50 13.00
m/z 118.10 10.08%
5000
91.0
51.0 ‘
SV TN PR | R
mlz--> 20 40 60 80 100 120 140 12.50 13.00

82X043024W.M Wed May 08 07:17:55 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample . P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : 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 13 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.920  23.14 ug/1l 322313 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 97
4 o-Cymene 134 CleH14 000527-84-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 93

Abundance Scan 1941 (12.920 min): VX041324.D\data.ms (-1933) (- m/z 119.10 100.00%

1191
5000
91.0

390  65.0 | | 131 13.00
Sy S RS P OIS O[S m/z 134.85  48.86%
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-

119.0

|

5000 I I
13.00

m/z 91.00 16.10%

39.0 65.0 91.0 1%5 0
T ‘ \‘\ T \“‘\ \““\ ‘ “\ T \“ T \‘\ T “\‘\ \‘\‘ T ‘ L
m/z--> 20 60 80 100 1 20 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0

13 00
5000 m/z 120.10  10.61%
91.0
‘1‘5‘"? ol ‘3‘9“0‘ . ‘63‘0‘ L “‘ R “M ; ‘1‘?‘0‘ —
m/z--> 20 40 60 80 100 120 140 J\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- A
119.0 13 OO

m/z 133.05 9.84%

5000
91.0
39.0 65,0 135.0 ﬁd\ AAA
15.0 L] N mn L I H er s DAL

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 14 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.170  16.26 ug/1l 226434  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 91
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 90
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
Abundance Scan 1982 (13.170 min): VX041324.D\data.ms (-1978) (- | m/z 117.10 100.00%
1171
5000 132.0
At ——
39.1 | 65‘.0 91‘.0 | “ 13.00 13.50 ;
\\‘\\\\‘\H\‘\\H“\\\\“H\‘\‘1H‘\\\‘1‘H\\“\H\‘\”iH’HH‘\H‘\H\‘\H‘H m/Z 132.00 40.177%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 1300 1350
132.0 : :
910 m/z 115.00  26.59%
S |
| VIR | | | min
H‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘H\\‘HH‘\\H’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
13.00 13.50
5000 132.0 m/z 131.00 14.89%
91.0
51.0
\wH\w%??\HMHW\HwthﬁﬂwwﬁmH\MWWH!MHN“MHM\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- P P
117.0 13.00 13.50
m/z 91.00 10.64%
132.0
5000
91.0
39.0 65.0 ‘ ‘
‘W‘HW‘Hu_HJM‘Hﬁuu‘NM‘Hjmu‘qiuwﬂm‘ww!_‘ﬂwﬂu‘u = ‘ fﬁxf
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21

Operator : JC/MD

Sample : P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER T2-MW-3-8.0-042424

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.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 15 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.292  28.30 ug/l 394168 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 81
4 Indan, 1-methyl- 132 C10H12 000767-58-8 81
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 76

Abundance Scan 2002 (13.292 min): VX041324.D\data.ms (-1997) (- m/z 117.00 100.00%
117.0

5000
910 410 S — ——
51.0 74 ‘ ‘ 13.00 13.50
b ARl 1820 0 130 00 37.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 PO ~—

13.00 13.50
m/z 119.05 31.87%

39.0 65.0 91.0
e ‘J“JV‘MM“JW‘”L"MH‘ 0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 L
PP

13.00 13.50
5000 m/z 115.00 30.10%
91.0
27-05”74@,“-0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 13.00 13.50

m/z 131.00  18.28%

5000
91.0 J\
65.0
®9 . ‘ LMAO AL, il

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050124\
Data File : VX041324.D

Acqg On : 01 May 2024 14:21
Operator : JC/MD

Sample : P2264-14

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X043024W.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

398595
398595
398595
398595
597307
597307
651840
651840
696402
696402
696402
696402
696402
696402

50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.
50.

[T2-MW-3-8.0-042424

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

TIC Top Hit name RT EstConc Units Response |# RT
Pentane, 2-methyl- 2.812 13.3 wug/l 105658 1 5.550
Pentane, 3-methyl- 3.093 12.9 wug/l 102405 1 5.550
Cyclopentane, m... 4.294 18.0 wug/l 143741 1 5.550
Hexane, 3-methyl- 5.824 8.9 wug/l 71136 1 5.550
1,3-Pentadiene,... 7.165 8.6 ug/l 102249 2 6.763
Cyclopentene, 4... 8.141 14.6 ug/l 174002 2 6.763
Cyclohexene, 1-... 8.500 9.8 wug/l 128392 3 10.055
Cyclopentene, 1... 9.159 10.9 wug/l 141828 3 10.055
Benzene, cyclop... 12.244 92.5 wug/l 1288320 4 12.024
Benzene, 1l-ethy... 12.609 22.5 wug/l 313431 4 12.024
Benzene, (1-met... 12.646 9.4 ug/l 130306 4 12.024
Benzene, 1l-ethe... 12.695 34.5 ug/l 480830 4 12.024
Benzene, 1,2,3,... 12.920 23.1 wug/l 322313 4 12.024
Indan, 1-methyl- 13.170 16.3 ug/l 226434 4 12.024
1H-Indene, 2,3-... 13.292 28.3 ug/l 394168 4 12.024

82X043024W.M Wed May 08 07:17:58 2024
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