LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 49 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\82X020822W.M

Title : SW846 8260

Signal : TIC: VX@27005.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.312 521 529 541 rVB 23879 67563 5.83% ©0.295%
2 5.391 695 706 715 rBV2 68904 203371 17.56% 0.889%
3 5.556 715 733 740 rBV2 122052 477887 41.25% 2.089%
4 5.830 765 778 790 rBV3 59694 172887 14.92% 0.756%
5 5.958 790 799 808 rvv 75658 203987 17.61% ©.892%
6 6.171 821 834 838 rVW2 17752 59062 5.10% ©0.258%
7 6.257 838 848 858 rVW 115139 360101 31.08% 1.574%
8 6.616 897 907 917 rBV 56415 135895 11.73% 0.594%
9 6.763 922 931 940 rVV 187457 466819 40.30% 2.041%
10 6.848 940 945 956 rvVB4 24988 74592 6.44% 0.326%
11  7.378 1021 1032 1044 rBV3 81947 211968 18.30% 0.927%
12 7.500 1044 1052 1057 rBV 43771 86051 7.43% 0.376%
13 7.561 1057 1062 1068 rBV 41917 80931 6.99% 0.354%
14 7.988 1122 1132 1143 rVB 126460 270232 23.33% 1.181%
15 8.110 1143 1152 1161 rBV2 148800 357261 30.84% 1.562%
16 8.189 1161 1165 1174 rVV2 62878 130751 11.29% 0.572%
17 8.275 1174 1179 1183 rVV 100875 177598 15.33% 0.776%
18 8.311 1183 1185 1191 rVV2 51758 81448 7.03% 0.356%
19 8.439 1201 1206 1214 rVV 112514 218952 18.90% 0.957%
20 8.616 1227 1235 1237 rBV3 156121 287721 24.84% 1.258%
21  8.653 1237 1241 1248 rVB 393230 637193 55.00% 2.786%
22 8.774 1256 1261 1265 rVV 29647 56735 4.90% 0.248%
23 8.915 1278 1284 1291 rVV2 125413 209519 18.09% 0.916%
24  8.982 1291 1295 1306 rVB4 28192 69246 5.98% 0.303%
25 9.104 1306 1315 1321 rBvV4 34403 78448 6.77% ©0.343%
26 9.165 1321 1325 1328 rVV2 35232 58691 5.07% 0.257%
27 9.201 1328 1331 1341 rVB2 39142 64589 5.58% 0.282%
28 9.384 1356 1361 1366 rBvV2 36722 58935 5.09% 0.258%
29 9.500 1376 1380 1387 rBV3 70946 136266 11.76% 0.596%
30 9.823 1428 1433 1437 rBV2 35460 69623 6.01% 0.304%

31 9.908 1442 1447 1452 rVB 164745 237003 20.46%
32 10.012 1455 1464 1467 rBV 137294 184847 15.96%
33 10.055 1467 1471 1476 rBV 396231 502166 43.35%
34 10.195 1489 1494 1499 rVB 563562 734810 63.43%
35 10.305 1499 1512 1517 rVV 383517 620180 53.53%
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36 10.360 1517 1521 1533 rVB2 161223 272657 23.54%  1.192%

82X020822W.M Thu Feb 24 ©5:17:57 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 49 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\82X020822W.M
Title : SW846 8260
37 10.585 1553 1558 1562 rBV 62170 88171 7.61% ©.385%
38 10.640 1562 1567 1570 rvV 57730 85395 7.37% 0.373%
39 10.780 1582 1590 1594 rBv2 74114 122567 10.58% 0.536%
40 10.859 1594 1603 1607 rBV2 60678 107663 9.29% 0.471%
41 10.963 1614 1620 1624 rBV 111449 148484 12.82% 0.649%
42 11.030 1628 1631 1634 rVv2 48088 64083 5.53% 0.280%
43 11.085 1634 1640 1643 rVV 382621 562720 48.57% 2.460%
44 11.116 1643 1645 1651 rVV2 129353 172908 14.93% 0.756%
45 11.189 1651 1657 1661 rVV 100207 144283 12.45% 0.631%
46 11.305 1672 1676 1684 rVV 332649 418477 36.12% 1.829%
47 11.402 1684 1692 1695 rVV 318538 565243 48.79% 2.471%
48 11.451 1695 1700 1702 rVV 190011 266224 22.98% 1.164%
49 11.475 1702 1704 1712 rVB 174326 224999 19.42% 0.984%
50 11.615 1722 1727 1734 rBV 311675 421300 36.37% 1.842%
51 11.713 1741 1743 1746 rVV 48460 59775 5.16% 0.261%
52 11.756 1746 1750 1760 rVB 896065 1158473 100.00% 5.065%
53 11.890 1770 1772 1776 rVB 69422 77174 6.66% 0.337%
54 11.939 1776 1780 1783 rBV3 51986 80698 6.97% ©.353%
55 12.024 1789 1794 1800 rBV 387994 543694 46.93% 2.377%
56 12.085 1800 1804 1810 rBV 332985 511035 44.11%  2.234%
57 12.176 1816 1819 1825 rVB2 67262 90299 7.79% 0.395%
58 12.243 1825 1830 1837 rBV2 464345 640181 55.26% 2.799%
59 12.317 1837 1842 1849 rVB3 310341 556702 48.05% 2.434%
60 12.420 1849 1859 1863 rBV2 166649 283075 24.44% 1.238%
61 12.469 1863 1867 1873 rVB2 177070 270739 23.37% 1.184%
62 12.530 1873 1877 1880 rBV 175228 260554 22.49% 1.139%
63 12.554 1880 1881 1885 rVV 146552 142276 12.28% 0.622%
64 12.615 1887 1891 1894 rVV 433503 534903 46.17% 2.338%
65 12.646 1894 1896 1900 rVV 62586 70726 6.11% 0.309%
66 12.701 1900 1905 1914 rVB3 156707 335844 28.99% 1.468%
67 12.816 1916 1924 1926 rBV6 36064 72744 6.28% 0.318%
68 12.847 1926 1929 1933 rVB2 67576 80112 6.92% 0.350%
69 12.896 1933 1937 1938 rBV2 50826 73875 6.38% 0.323%
70 12.920 1938 1941 1945 rVV 228526 306214 26.43% 1.339%
71 12.963 1945 1948 1954 rVB 222849 312945 27.01% 1.368%
72 13.024 1954 1958 1960 rBV 72313 97881 8.45% 0.428%
73 13.170 1978 1982 1986 rVB2 192972 240118 20.73% 1.050%
74 13.213 1986 1989 1992 rVB 56745 60224 5.20% 0.263%
75 13.268 1992 1998 1999 rBV3 126791 188054 16.23% 0.822%

76 13.292 1999 2002 2008 rVV2 374896 527264 45.51%  2.305%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 49 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\82X020822W.M
Title : SW846 8260
77 13.371 2012 2015 2020 rVB2 58886 67659 5.84%  0.296%
78 13.426 2020 2024 2032 rVB4 112024 209792 18.11% ©.917%
79 13.505 2032 2037 2040 rBV2 61309 92940 8.02% 0.406%
80 13.542 2040 2043 2046 rBV 77637 94390 8.15% 0.413%
81 13.585 2046 2050 2055 rBV3 107157 170430 14.71% ©.745%
82 13.664 2060 2063 2068 rVB2 66753 113164 9.77% 0.495%
83 13.774 2077 2081 2088 rVB 291373 400678 34.59% 1.752%
84 13.853 2088 2094 2100 rVB8 56733 127953 11.04% ©.559%
85 13.926 2100 2106 2111 rBV4 82766 149782 12.93% ©.655%
86 14.078 2127 2131 2134 rBV2 86223 113322 9.78% 0.495%
87 14.219 2149 2154 2163 rBV2 115003 221647 19.13% 0©.969%
88 14.322 2167 2171 2176 rBV2 48709 65669 5.67% ©.287%
89 14.371 2176 2179 2183 rVB 70949 88563 7.64% 0.387%
990 14.481 2193 2197 2206 rBvV4 58434 126571 10.93% 0.553%
91 14.639 2216 2223 2227 rVW 414582 597722 51.60% 2.613%
92 14.779 2240 2246 2251 rW 203651 282159 24.36% 1.234%
93 15.182 2307 2312 2315 rBV2 44670 75981 6.56% 0.332%
94 15.377 2339 2344 2347 rBV2 58683 82875 7.15% 0.362%
95 15.481 2356 2361 2366 rVV 115690 177816 15.35% ©.777%
96 15.615 2378 2383 2386 rBV 126103 187504 16.19% ©0.820%
97 15.651 2386 2389 2398 rVB 78620 134273 11.59% ©.587%
98 15.840 2412 2420 2431 rVB2 30433 88408 7.63% 0.386%
99 15.993 2440 2445 2456 rVB2 25619 57776 4.99% 0.253%
100 16.657 2549 2554 2570 rVB 24241 63023 5.44% 0.276%
Sum of corrected areas: 22874178
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\

: VX027005.D

: 12 Feb 2022 ©06:21

: JC/MD

: N1465-10 20X

: 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH
. 49

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VX027005.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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, 2,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.257 38.57 ug/l 360101 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 848 (6.257 min): VX027005.D\data.ms (-838) (-) m/z 57.10 100.00%
57.1
5000
41.1
g3 991 6.00 6.20 6.40 6.60
\H‘\H\‘HH‘\H\‘HH‘\H\‘H‘\MHH‘i\H\‘\‘\.H‘HH“HH‘HH‘\ m/z 56.16 35.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0

6.00 6.20 6.40 6.60
m/z 41.10  28.36%

99.0
27,0
\\\‘\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\}‘\\\\‘\\\3\3\.9‘\\\\“\\\]\.%:\3?9‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl- /\ /\
57.0

6.00 6.20 6.40 6.60

5000 m/z 43.10 14.29%
41.0
27,
‘O M “‘ 83.0 990 114.0
‘H‘m“HH“HW‘H‘m“mW‘H‘mWm_mwu‘mw
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0 6.00 6.20 6.40 6.60

m/z 39.10 8.67%

5000
41.0 /\
2.0 ‘ “\ . 710 850 220 1140 j\/

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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, 2,3,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.988 28.94 ug/l 270232  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
Abundance Scan 1132 (7.988 min): VX027005.D\data.ms (-1122) (-) m/z 43.10 100.00%
43.1
71.1
5000
57.1
‘ H 7.60 7.80 8.00 8.20 8.40
\\‘\\\\‘\\\\‘\\H“\\\\‘\\\\‘\\H‘\‘\\\‘\\\\‘9\\5\\2‘\\\\]’-1\-\4.\\2‘\\ mz 71 16 78 78/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 | L L B
7.60 7.80 8.00 8.20 8.40
270 57.0 m/z 70.10 58.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 28.31%
57.0
29 0
15.0 ] 820 990 1140
H‘H‘w‘H"H‘w‘H‘_"W‘H‘_“W‘H‘_‘H“H‘V‘H“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\/\\M
Abundance #4466: Pentane, 3-ethyl- BREEa AR
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10 22.31%
5000 71.0
29.0
150 || |, 570 850 1000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.110  38.27 ug/l 357261 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
5 Pentane, 3-ethyl- 100 C7H16 000617-78-7 47

Abundance Scan 1152 (8.110 min): VX027005.D\data.ms (-1143) (-) m/z 43.10 100.00%
3.1

71.1
5000
‘ ‘ 99.1 7.80 8.00 8.20 8.40
\‘\\\\’\\\\‘H\‘\‘\‘“\‘\‘\‘\“\“\\‘\“\\\\‘\\\\ m/Z 71.10 59.77%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
7.80 8.00 8.20 8.40
270 m/z 70.10  51.04%
\2‘.(\)\ \‘\ ’ \H\ T \“\ ‘ T \‘{ T ‘ }‘\ \9\9“.0\]\-]\.4\.(‘)\ T T
m/z--> 0 20 40 60 80 100 120
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
7.80 8.00 8.20 8.40
5000 m/z 57.10 47 .49%
71.0
27.0
H i | 8#-0 113.0128.0
T
m/z--> 0 20 40 60 80 100 120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 7.80 8.00 8.20 8.40
m/z 85.10 38.80%
71.0
5000
0 T O
iy | 1l L
A A L e L e A A BARRE R
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Nonane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.360  27.15 ug/1 272657  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 72
3 Decane 142 C1OH22 000124-18-5 59
4 Octane 114 C8H18 000111-65-9 53
5 4,4-Dimethyl octane 142 C1eH22 015869-95-1 50
Abundance Scan 1521 (10.360 min): VX027005.D\data.ms (-1517) (- m/z 43.05 100.00%
5000 851
o4 e
| H 67&] 28.2 10.00 10.50
m_muw“““J“J“,l‘l‘q‘l,”‘”_m_m m/z 57.10  93.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
5000
10.00 10.50
85.0 m/z 41.10 48.99%
.167‘%“1280
miz--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl-
57.0
— =
10.00 10.50
5000 m/z 85.10 37.66%
29.0 85.0
111.0
el e T 184.0 1540
miz--> 20 40 60 80 100 120 140 160 M
Abundance #22068: Decane “AA”A
43.0 10. 00 lO 50
m/z 71.10 27.06%
5000
71.0
50 | || [0 a0 j\

m/z--> 20 40 60 80 100 120 140 160 10. 00 10. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.615 38.74 ug/1l 421300 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, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90

Abundance Scan 1727 (11.615 min): VX027005.D\data.ms (-1722) (- m/z 105.05 100.00%

106.1
- /\A A j\
—
39.1 77.0 1150 12.00
ob Ty T8 L L Wl a2 1843 1) 155 10 30.68%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

>

J—

LA L

5000 R
11.50 12.00
m/z 91.10 11.93%
39.0 77.0
S T R N "L N
miz-> 20 40 60 80 100 120 140
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 m/z 77.05 11.22%
77.0
""%?q‘u‘?ﬁé‘u“wm“k“tu‘w“““““ ‘
miz-> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 11.50 12.00

m/z 79.10 8.95%

5000
77.0
380 90 i ) L)

m/z--> 20 40 60 80 100 120 140 11.50 12.00

82X020822W.M Thu Feb 24 05:18:01 2022 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 47.00 ug/l 511035 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 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 1804 (12.085 min): VX027005.D\data.ms (-1800) (-  m/z 105.10 100.00%
1

05.1
5000
391 ., .l 12.00
Obrer e BLO I 122113911563 1) 106 10 42.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000 ﬂ i 1 j\ i \
12.00
m/z 77.10 12.63%
51.0 77.0
L ‘2\7\.0\\“ T \‘M‘\““\‘\ T \““ T \‘\ T ‘M‘\ \J\-‘“z\.(\)\ T ‘ T T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
12.00
5000 ITI/Z 91.10 10.55%
39.0 77.0
150 1890 L | ) 1o
m/z--> 20 40 60 80 100 120 140 160
Abundance #10716: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.05 9.75%
5000
39.0 77.0
15.0
Mo T T - T
m/z--> 20 40 60 80 100 120 140 160 12.00

82X020822W.M Thu Feb 24 05:18:01 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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, 1-propenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.243  58.87 ug/l 640181 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 91
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
4 Indane 118 C9H10 000496-11-7 60
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 60
Abundance Scan 1830 (12.243 min): VX027005.D\data.ms (-1825) (-  m/z 117.10 100.00%
117.1
5000
91.1
390 630 ‘ 13?'1 12.00 12.50
Ol el bl bl L 3521 7 118,10 55.17%
m/z--> 20 40 60 80 100 120 140
Abundance #10193: Benzene, 1-propenyl-
11y7.0
5000 s el
12.00 12.50
910 m/z 119.10  37.96%
51.0 ‘
\\\‘2\7\9\"\\‘\\““\‘\\4\P\\“}\“‘\\\Uﬂ‘\\\\‘\\\\ 1
miz-> 20 40 60 80 100 120 140
Abundance #10195: Benzene, cydopropyh
117.
12.00 12.50
5000 m/z 105.05 35.52%
91.0
51.0 ‘ ‘
S 0 RTINS
miz--> 20 40 60 80 100 120 140 jk /\/\ I
Abundance #10205: Benzene, 1-ethenyl-2-methyl- R
117.0 12.00 12.50
m/z 115.10  35.10%
5000
91.0
39.0 580 ‘
S N WY S PR | —
m/z--> 20 40 60 80 100 120 140 12.00 12.50

82X020822W.M Thu Feb 24 05:18:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Undecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.420 26.03 ug/l 283075 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 72
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 72
4 Tetradecane 198 C14H30 000629-59-4 64
5 Tridecane 184 C13H28 000629-50-5 53
Abundance Scan 1859 (12.420 min): VX027005.D\data.ms (-1849) (- m/z 57.10 100.00%
57.1
- ANﬁNM«AVMAAAﬁA$AA/vA
97.1 S
JAdd . 102 P
bbb o m/z 43.10 87.81%
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 1
12.50
m/z 71.10 50.21%
98.0 156.0
1\4.\0“\ H‘ ‘h ‘\ “!‘ \“‘\ “‘ \H T ‘\ T ’ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
——
12.50
5000 m/z 41.10 49.68%
‘ 97.0
2s0l L[ ass0 2o
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —
57.0 12.50
m/z 55.10 33.63%
5000
97.0
260, | ‘\‘\‘ “\\ | 1390 1820 224.0 297
P e e e
m/z--> 50 100 150 200 250 12.50

82X020822W.M Thu Feb 24 05:18:02 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 o0-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.615 49.19 ug/l 534903 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, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 1891 (12.615 min): VX027005.D\data.ms (-1887) (- m/z 119.10 100.00%
119.1

5000
134.1
39.1 65.0 oLl 12.50 13.00
ol e bl UL m/z 134,05 28.93%
miz--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000 2.50 3.00
134.0 12.5 13. g
91.0 m/z 91.10 16.24%
41.0 65.0
\1\5\-0‘\‘\ T \“ T \”“\‘\ T \“‘ T ’W\ \‘\w T T
miz--> 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
A —
12.50 13.00
5000 m/z 120.05 9.58%
134.0
91.0
BT - R )
miz--> 20 40 60 80 100 120 140 M\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e (\4A‘ —
119.0 12.50 13.00
m/z 105.05 8.57%
5000
134.0
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 12.50 13.00

82X020822W.M Thu Feb 24 05:18:03 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.701 30.89 ug/l 335844  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 1905 (12.701 min): VX027005.D\data.ms (-1900) (- m/z 117.10 100.00%
1

1r.1
5000
91.0
39.1 63.1 ‘ “ J1412 168.2 12.50 13.00
e e Rl SRS m/z 115.10 32.70%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
91.0 m/z 132.00  27.95%
39.0 65.0
\\\’\‘\\\“\\“\‘\“u‘\\\“\\“\\‘\\\m‘\l\r\S\.P\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
= ey
12.50 13.00
5000 m/z 91.05 14.97%
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)- ‘ ‘ —
117.0 12.50 13.00
m/z 118.10 10.04%
5000
91.0
39.0 650 ‘
150 el

m/z--> 20 40 60 80 100 120 140 160 12.50 13.00

82X020822W.M Thu Feb 24 05:18:03 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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, 1,2,4,5-tetramethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.920  28.16 ug/l 306214 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 1941 (12.920 min): VX027005.D\data.ms (-1938) (- m/z 119.10 100.00%
119.1

5000

91.0
13.00
39.1 65.0
L Ll 14921682

e L 2P A082 7 134,05 46.55%

m/z--> 20 40 60 80 100 120 140 160
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 M
A

5000
13.00
m/z 91.05 14.66%
91.0
A I
[l \\ L, |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
——
13.00
5000 ITI/Z 120.10 10.11%
91.0
150, 300 00
m/z--> 20 40 60 80 100 120 140 160 J&Um
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- (\QA\ P
119.0 13.00

m/z 133.00 9.01%

91.0
150 | 39‘\0 y 630 L. ‘ n H\‘ I AMI\/\

m/z--> 200 40 60 80 100 120 140 160 13.00

5000

82X020822W.M Thu Feb 24 05:18:04 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX@27005.D

Acqg On : 12 Feb 2022 06:21

Operator JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 12 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.963 28.78 ug/l 312945 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 1948 (12.963 min): VX027005.D\data.ms (-1945) (- m/z 119.10 100.00%
119.1
5000
91.1
301 650 | | 1392 1683 13.00
e b g L 992 2999 /7 134,05 43.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \ ’TA\ T J\—
13.00
91.0 m/z 91.10 15.88%
39.0 65.0
\1\5\.(‘)\‘\ T \"‘\ \“\‘\ “i“\ T \““ T \‘i T “i‘\ \‘M T \“\ [T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
—r—
13.00
5000 m/z 120.10 10.08%
41.0 910
miz--> 20 40 60 80 100 120 140 160 JMA
Abundance #17060: Benzene, 1,2,3,5-tetramethyl- (\ﬁA‘ e
119.0 13.00
m/z 133.05 8.84%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 13.00

82X020822W.M Thu Feb 24 05:18:04 2022

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 13 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292  48.49 ug/l 527264 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 64
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 62
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 62
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 60

Abundance Scan 2002 (13.292 min): VX027005.D\data.ms (-1999) (- m/z 117.10 100.00%
1

1r.1
5000
91.1
391 65.0 13.00 13.50
el DL 1682y 119,10 42.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0
5000
13.00 13.50
91.0 m/z 132.05 34.77%
39.0 65.0
H\‘\‘\\\“\\“\‘\“u‘\\\“\\“\\‘\\\L‘“‘\%\S\-‘O\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 AA
- WA
13.00 13.50
5000 ITI/Z 115.10 28.49%
91.0
70 L0 ‘
Sl OO 1 Y TR N N
miz--> 20 40 60 80 100 120 140 160
Abundance #16120: Benzene, 2-butenyl- s I
117.0 13.00 13.50
m/z 91.10 19.05%
5000
91.0
39.0 65.0
S OO P VO PN | Y N 4 ' AT L A Vi
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

82X020822W.M Thu Feb 24 05:18:05 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Naphthalene, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.639 54.97 ug/1 597722  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 59

Abundance Scan 2223 (14.639 min): VX027005.D\data.ms (-2216) (- m/z 142.05 100.00%

142.1
5000
115.1

\ T
14.50 15.00

63.1 89.0
39.1
B e S 17621962 /s 140 05 84.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— —
115.0 14.50 15.00

115.05 34.19%

510 710 910 |
‘ T 1T ‘ T \ \ ‘ TTT \ ‘ TrTT ‘ T \ \ ‘ TTTT ‘ T TT ‘ TTTT ‘ T 1T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0

1450 1500
m/z 143.05 11.55%
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1450 1500

m/z 139.05 10.51%

5000 115.0
390 630 ggp ‘
NSRRI PR wu““u““u“

m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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 Naphthalene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.780  25.95 ug/1 282159 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 59

Abundance Scan 2246 (14.779 min): VX027005.D\data.ms (-2240) (- m/z 142.00 100.00%

142.0
5000
115.1

63.0 890 1450 1500
39.1
o b 17201931 g 940 65 89.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — ——
115.0 14.50 15.00

m/z 115.10  35.62%

39.0 530 890 I
‘ TTTT ‘ TTTT ‘ T TT ‘ T TT ‘ TT \ \ ‘ TTTT ‘ L ‘ TT 1T ‘ T 1T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0

1450 1500
m/z 143.05 %
5000 115.0
300 190,80 I
I 1l 1 1 T ul
A B B e I I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22140: Benzocycloheptatriene
141.0 1450 1500

m/z 139.00  11.34%

5000
115.0
39.0 630 g9
Loy w‘u“““‘u“

m/z--> 20 40 60 80 100 120 140 160 180 14 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021122\
Data File : VX027005.D

Acqg On : 12 Feb 2022 06:21

Operator : JC/MD

Sample : N1465-10 20X

Misc : 6.93g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.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|
Pentane, 2,2,4-... 6.257 38.6 ug/l 360101 2 6.763 466819 50.0
Pentane, 2,3,4-... 7.988 28.9 wug/l 270232 2 6.763 466819 50.0
Pentane, 2,3,3-... 8.110 38.3 ug/l 357261 2 6.763 466819 50.0
Nonane 10.360 27.1 wug/l 272657 3 10.055 1502166 50.0
Benzene, 1-ethy... 11.615 38.7 wug/l 421300 4 12.024 543694 50.0
Benzene, 1,2,3-... 12.085 47.0 ug/l 511035 4 12.024 543694 50.0
Benzene, 1-prop... 12.243 58.9 ug/l 640181 4 12.024 543694 50.0
Undecane 12.420 26.0 ug/l 283075 4 12.024 543694 50.0
o-Cymene 12.615 49.2 ug/l 534903 4 12.024 543694 50.0
Indan, 1-methyl- 12.701 30.9 wug/l 335844 4 12.024 543694 50.0
Benzene, 1,2,4,... 12.920 28.2 ug/l 306214 4 12.024 543694 50.0
Benzene, 1,2,3,... 12.963 28.8 wug/l 312945 4 12.024 543694 50.0
Benzene, 2-ethe... 13.292 48.5 ug/l 527264 4 12.024 543694 50.0
Naphthalene, 2-... 14.639 55.0 wug/l 597722 4 12.024 543694 50.0
Naphthalene, 1-... 14.780 25.9 wug/l 282159 4 12.024 543694 50.0
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