LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X081721W.M

Title : SW846 8260

Signal : TIC: VX@23879.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.495 714 723 728 rBV2 126947 358532 8.14% 0.418%
2 5.818 763 776 790 rVB 187978 547057 12.42% 0.638%
3 5.964 790 800 815 rBV 84087 229162 5.20% 0.267%
4 6.245 838 846 856 rVW 150206 452126 10.26% ©.528%
5 6.605 894 905 917 rBV 152951 370377 8.41% 0.432%
6 6.769 921 932 940 rBvV 205595 515879 11.71% 0.602%
7 7.373 1020 1031 1043 rVB3 239513 624540 14.18% 0.729%
8 7.562 1056 1062 1071 rVV 130154 284856 6.47% 0.332%
9 7.982 1121 1131 1143 rVB2 145580 386867 8.78% 0.451%
10 8.104 1143 1151 1157 rBV2 109689 247759 5.62% 0.289%
11  8.275 1174 1179 1183 rVV 453221 776369 17.62%  0.906%
12 8.312 1183 1185 1191 rVB 241391 351012 7.97% 0.410%
13 8.440 1200 1206 1215 rWV 534952 1029949 23.38% 1.202%
14  8.604 1226 1233 1237 rBV3 275438 606092 13.76% 0.707%
15 8.653 1237 1241 1250 rVB 466665 781476 17.74% 0.912%
16 8.775 1250 1261 1265 rBV2 141096 280006 6.36% 0.327%
17 8.915 1278 1284 1290 rBV 383075 588849 13.37% 0.687%
18 8.976 1290 1294 1306 rVB2 155907 316030 7.17% 0.369%
19 9.104 1306 1315 1321 rBV 173531 343683 7.80% 0.401%
20 9.293 1340 1346 1351 rBV 159518 222879 5.06% 0.260%
21  9.391 1354 1362 1371 rVV2 226106 418365 9.50% 0.488%
22 9.500 1375 1380 1387 rVV2 451767 924648 20.99% 1.079%
23 9.561 1387 1390 1395 rVV 230017 333533 7.57% 0.389%
24 9.622 1395 1400 1403 rVV 143266 260364 5.91% 0.304%
25  9.823 1428 1433 1437 rVWVW2 226960 465903 10.58% 0.544%

26 9.866 1437 1440 1443 rVV2 235101 404518 9.18%
27 9.909 1443 1447 1452 rVB 1340082 1848981 41.97%
28 10.012 1457 1464 1468 rVV 1149884 1535324 34.85%
29 10.061 1468 1472 1476 rVV 437282 619972 14.07%
30 10.195 1488 1494 1499 rVV3 249682 457306 10.38%

OO RrNOG
N
o]
e
R

31 10.281 1499 1508 1510 rvv4 175927 458626 10.41%
32 10.317 1510 1514 1517 rVV2 200220 359314  8.16%
33 10.360 1517 1521 1533 rVB6 241932 574821 13.05%
34 10.592 1553 1559 1562 rVV 406004 594499 13.50%
35 10.671 1567 1572 1577 rVV 391260 629462 14.29%

OO0
a
~N
=
R

36 10.781 1583 1590 1594 rVB 481907 789150 17.91% 0.921%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X081721W.M
Title : SW846 8260
37 10.860 1599 1603 1607 rVB3 350875 478592 10.86% ©.558%
38 10.964 1614 1620 1624 rBV ~ 253998 389017 8.83% 0.454%
39 11.031 1624 1631 1634 rBV 472855 662185 15.03% 0.773%
40 11.085 1634 1640 1643 rBV2 1030901 1649007 37.43% 1.924%
41 11.110 1643 1644 1650 rVB 874599 860842 19.54% 1.004%
42 11.195 1654 1658 1662 rVB 923728 1065835 24.20% 1.244%
43 11.311 1672 1677 1685 rVB 787219 1041556 23.64% 1.215%
44 11.402 1686 1692 1695 rBV 164035 235839 5.35% 0.275%
45 11.482 1702 1705 1711 rVB3 176926 296392 6.73% 0.346%
46 11.634 1723 1730 1734 rBV3 296137 557144 12.65% 0.650%
47 11.689 1735 1739 1741 rBV 237207 276613  6.28% 0.323%
48 11.719 1741 1744 1747 rVB 275027 275932 6.26% 0.322%
49 11.756 1747 1750 1753 rBV 579065 761417 17.28% 0.888%
50 11.841 1759 1764 1766 rBV 327574 429872 9.76% 0.502%
51 11.872 1766 1769 1770 rVV 330412 407053  9.24% 0.475%
52 11.896 1770 1773 1777 rVV 432268 583772 13.25% 0.681%
53 11.945 1777 1781 1784 rVV2 142598 252151 5.72% 0.294%
54 12.043 1788 1797 1800 rVV2 644776 1491643 33.86% 1.740%
55 12.079 1800 1803 1805 rVV 547636 735442 16.70%  ©.858%
56 12.104 1805 1807 1811 rVV 631819 698581 15.86% 0.815%
57 12.177 1816 1819 1826 rVB2 686623 832894 18.91% 0.972%
58 12.250 1826 1831 1837 rBV 1538255 2045497 46.43%  2.387%
59 12.335 1837 1845 1849 rVB2 792661 1650538 37.47% 1.926%
60 12.408 1854 1857 1864 rBV2 192286 360363 8.18% 0.420%
61 12.469 1864 1867 1873 rVB2 204171 307207 6.97% 0.358%
62 12.536 1874 1878 1880 rBV2 179698 244847 5.56% 0.286%
63 12.616 1887 1891 1895 rVV 3340337 4038024 91.67% 4.711%
64 12.646 1895 1896 1900 rVB 473458 393937 8.94% 0.460%
65 12.701 1900 1905 1914 rVB3 1060893 2154016 48.90% 2.513%
66 12.927 1931 1942 1947 rBV 2290731 3733663 84.76% 4.356%
67 12.975 1947 1950 1954 rVB2 335003 443474 10.07% ©.517%
68 13.030 1954 1959 1965 rVB3 761002 1361185 30.90% 1.588%
69 13.116 1967 1973 1976 rBV2 620879 931946 21.16% 1.087%
70 13.170 1979 1982 1987 rVB 1183815 1360168 30.88% 1.587%
71 13.219 1987 1990 1992 rBV 200799 231191 5.25% 0.270%
72 13.262 1994 1997 1999 rVV2 482424 617276 14.01% 0.720%
73 13.298 1999 2003 2009 rVV4 2809028 4405132 100.00%  5.140%
74 13.372 2012 2015 2020 rVV 1003541 1331236 30.22% 1.553%
75 13.426 2020 2024 2028 rVB3 245809 322522 7.32% 0.376%

76 13.512 2033 2038 2040 rBV2 510191 759736 17.25% ©.886%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 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\82X081721W.M
Title : SW846 8260
77 13.548 2040 2044 2047 rVV 1014082 1626713 36.93% 1.898%
78 13.585 2047 2050 2054 rVV3 1772118 2494134 56.62% 2.910%
79 13.646 2054 2060 2061 rVvVv4 425957 867901 19.70% 1.013%
80 13.676 2061 2065 2072 rVV3 1095958 2299388 52.20% 2.683%
81 13.737 2072 2075 2078 rVV3 247186 460040 10.44% 0.537%
82 13.780 2078 2082 2088 rVV2 628845 1227189 27.86% 1.432%
83 13.835 2088 2091 2099 rVB7 347497 719390 16.33% 0.839%
84 13.932 2099 2107 2111 rBV2 674279 1258199 28.56% 1.468%
85 13.975 2111 2114 2117 rVV 449292 623728 14.16% ©0.728%
86 14.006 2117 2119 2122 rVV2 259204 313120 7.11% 0.365%
87 14.079 2127 2131 2135 rVV 1037302 1269974 28.83% 1.482%
88 14.164 2142 2145 2149 rVW 307138 441087 10.01% 0.515%
89 14.219 2149 2154 2164 rVV 1141860 2007257 45.57% 2.342%
990 14.323 2167 2171 2176 rVV 677941 949169 21.55% 1.107%
91 14.378 2176 2180 2184 rVV 755787 950453 21.58% 1.109%
92 14.420 2184 2187 2193 rVB2 156775 242989 5.52% 0.284%
93 14.487 2193 2198 2203 rBv4 206611 443952 10.08% 0.518%
94 14.640 2216 2223 2228 rVV 2533965 3353892 76.14% 3.913%
95 14.780 2242 2246 2250 rVV 1091372 1405554 31.91% 1.640%
96 15.377 2338 2344 2347 rBV 192578 270182 6.13% 0.315%
97 15.481 2355 2361 2374 rVV 440848 686322 15.58% 0.801%
98 15.615 2377 2383 2387 rVV 405578 641039 14.55% 0.748%
99 15.652 2387 2389 2399 rVB 204782 273606 6.21% 0.319%
100 15.835 2410 2419 2437 rVB2 79247 220118 5.00% 0.257%

Sum of corrected areas: 85707419
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

. M3414-02
: 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH
: 8 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe82221\

: VX023879.D
: 20 Aug 2021 15:59

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexane, 3-methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
5.818 76.29 ug/l 547057  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
3 Heptane 100 C7H16 000142-82-5 58
4 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 53
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
Abundance Scan 776 (5.818 min): VX023879.D\data.ms (-763) (-) m/z 43.05 100.00%
71.1
57.1
5000
‘ ‘ ‘ 85.1 100.1 5.40 5.60 5.80 6.00 6.20
N SENHN RIS m/z 71.18  69.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
7L0
5000 M?%Au‘uu,uu‘u
5.40 5.60 5.80 6.00 6.20
29.0 m/z 41.05 64.88%
“ ‘ 85.0 100.0
O H\‘\\H’HH‘\H\‘\H\’\}H‘H\\‘\H\’\H\‘\\H‘HH}HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0
5.40 5.60 5.80 6.00 6.20
5000 710 m/z 70.10  61.85%
57.0
1.0 15.0 \\‘ I 85.0 g9 0 114.0
Hw‘HW‘H‘_H‘_H‘V‘H_‘H_‘H,HH‘HH‘H‘WH‘WH‘W‘
miz--> 0 10 20 30 40 50 60 70 80 90 100110120 M
Abundance #4462: Heptane R RRE e
43.0 5.40 5.60 5.80 6.00 6.20
m/z 57.10 56.57%
5000 29.0 57.0 71.0
100.0
oL10 150 || || || 850 |
Hw‘HW‘H‘_H‘_H‘W‘HM‘HM‘H,HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptane, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8275 75.25 ug/l 776369  1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 camis 000592-27-8 94

2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 80
3 Pentane 72 C5H12 000109-66-0 38
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 38
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 38
Abundance Scan 1179 (8.275 min): VX023879.D\data.ms (-1174) (-) m/z 43.10 100.00%
3.1 57.1
5000
71.1 99.1
‘ | ‘ 651 ‘ 114.2 8.00 8.20 8.40 8.60
om_m,uHwWm;‘swm‘xwu,mw(w‘l_ww,” m/z 57.10  99.01%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8628: Heptane, 2-methyl-
43.0 57.0
5000
8.00 8.20 8.40 8.60
290 710 990 m/z 41.10 53.70%
H\‘\\H’HH‘H\\‘\\H’HH‘\H\‘\\H’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
57.0
8.00 8.20 8.40 8.60
5000 m/z 42.10 44 ,35%
27.0 71.0 99.0
0 ',,,85'0114'0,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #809: Pentane
43.0 8.00 8.20 8.40 8.60
m/z 70.05 23.53%
5000
27‘.0 ‘ 57.0 720
0 uWm,uu‘m1“\m,‘mu‘m‘lWm,!u\‘\m‘\m‘\m‘uu,u
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Heptane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.440 83.06 ug/l 1029950 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 94
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 74
3 Nonane, 5-methyl- 142 C1eH22 015869-85-9 72
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59

Abundance Scan 1206 (8.440 min): VX023879.D\data.ms (-1200) (-) m/z 43.10 100.00%
43,

3.1
85.1
5000
‘ ‘ 69.0 1141 8.20 8.40 8.60 8.80
0l el gl 2 T mjz 57.10 85.53%
m/z--> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000
8.20 8.40 8.60 8.80
2710 m/z 85.10  76.13%
‘ ‘ ‘ ‘ 69.0 114.0
O\\\‘\\\\i}\\‘\“\\‘H\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0 8.20 8.40 8.60 8.80
5000 m/z 41.05 62.89%
27,0 70.0
T A R 7Y
0 \\\‘\\\\Hl\wﬂ‘\J\\‘\M\\‘\\\w‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl- RN BARRAREE AR
43.0 8.20 8.40 8.60 8.80
m/z 56.10 46.66%
85.0
5000
0 27‘0 ‘\_ \\‘ 69,0 112.0127.0142.0
e
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Carbonic acid, nonyl vinyl ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.909 149.12 ug/l 1848980 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 64
2 Octane, 4-methyl- 128 C9H20 002216-34-4 53
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 53

Abundance Scan 1447 (9.909 min): VX023879.D\data.ms (-1443) (-) m/z 43.10 100.00%
3.1

5000 71.1
Ul
10.00
113.1
bl L 950 m/z 57.10  47.58%
miz--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0

o

71.0 jk

5000 ‘ U
10.00
m/z 41.10 42.59%
97.0
0+ ’2\6‘1b\ \“ 7 \‘!“ \‘1H1 T “H by \h’ TTT \]‘-2\‘6\(\)\ T ‘:\L\7]\-\0’
m/z--> 20 40 60 80 100 120 140 160
Abundance #14533: Octane, 4-methyl-
43.0
=
10.00
5000 m/Z 71.10 42.23%
71.0
ol2e0 | | | sso amo
m/z--> 20 40 60 80 100 120 140 160
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester

43.0 10.00
m/z 85.10 32.56%

5000 710

97.0
oze0 Il %70 w0
m/z--> 20 40 60 80 100 120 140 160 10.00

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX@23879.D

Acqg On : 20 Aug 2021 15:59

Operator JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.616 135.35 ug/l 4038020 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1891 (12.616 min): VX023879.D\data.ms (-1887) (- m/z 119.10 100.00%

119.1
5000
o1 12.50 13.00
39.0 65.0 : :
b ettt L 2920 sz 134,05 29.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 M o~ LN
12.50 13.00
91.0 m/z 91.10 17.70%
39.0 65.0 ‘
O\J-\S\.O‘\‘\\\"‘\\“”\’ \\\‘H‘\\}‘\“h‘ l\\\\‘\\\\‘\\\\
miz--> 20 40 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 ITI/Z 120.05 10.16%
91.0
39.0 65.0 ‘
o Y 1 N
miz--> 20 40 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0 12.50 13.00
m/z 105.10 9.77%
5000
91.0
150 40 80
B N

m/z-->

20 40 60 80 100

120 140 160
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.927 125.15 ug/1 3733660 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 1942 (12.927 min): VX023879.D\data.ms (-1931) (- m/z 119.10 100.00%

119.1
5000
91.1
39.1  65.1 13.00
Ot e b b L) 14920702 0 934 05 46.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T T T JL
13.00
91.0 m/z 91.10 18.89%
65.0
O \1\5\?\\\\“‘\\‘\\“\‘\\\“\\‘\\‘\\\Hl\\\“\‘\\\\‘\\\\
m/z--> 20 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
e
13.00
5000 ITI/Z 120.10 9.76%
B 91.0
obaso AP 0L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 13.00
m/z 133.05 9.08%
5000
91.0
39.0 650 ‘
Y AT T PR RN} I NS
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.299 147.66 ug/l 4405130 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 76
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76

Abundance Scan 2003 (13.298 min): VX023879.D\data.ms (-1999) (- m/z 117.10 100.00%
1

117.
5000
91.0
30 650 | m | 14‘7'2 13.00 1350
Ol b Mgl L 1683 sz 132,05 37.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —— a A
91.0 13.00 13.50
51.0 m/z 115.10 29.67%
27.0 ‘ ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““H\ \“1“\ ity ‘M\\ ‘\‘Ur‘\ (LB L B i O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16106: 3-Phenylbut-1-ene
117.0
e a—
13.00 13.50
5000 m/z 119.10 21.21%
91.0
390 450 ‘ M
0 H\‘\‘\H“\\“1‘\“1‘”1“‘,”‘1\“‘1” A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 13.00 13.50
m/z 131.05 18.77%
5000
91.0
w50 |
OFrrr e bt Ml
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.585 83.60 ug/l 2494130 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 64
2 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 62
3 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 62
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 58
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 52

Abundance Scan 2050 (13.585 min): VX023879.D\data.ms (-2047) (- m/z 133.05 100.00%

138.1
5000
91.1
13.50
39.0
P L “‘1‘1‘4“0 Il “““‘159:2“15‘9:2” m/z 131.05  48.34%
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
138.0
5000
13.50
105.0 m/z 148.20 30.61%
39.0 77.0 ‘ ‘
O \]-\5\‘0\‘\ T \U\ \“H\ ‘m\ T \““ T \‘”\ ‘ \ T \MH‘ T \‘\‘\ ‘ T \‘\ T ‘ T 1T ‘ TTT
miz--> 20 40 60 80 100 120 140 160 180

Abundance #26435: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
133.0

?

13.50
5000 m/z 115.10 18.33%
105.0
41.0 79.0 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl- . ‘
133.0 13.50
m/z 146.05 16.76%
5000
1050
150 390 77.0 ‘
oHwmwhm_HMHH_HMMm‘_uwmwm
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1l-ethyl-4-(1-methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.676 77.08 ug/l 2299390 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 93
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 91
3 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 87
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 83
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 83

Abundance Scan 2065 (13.676 min): VX023879.D\data.ms (-2061) (- m/z 133.05 100.00%

1338.1
5000
91.1
57.1 i 13.50 14.00
162.2
Obrrrrr e L B2 | 16221844 o 1ae 15 28.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
1338.0
5000 nnl] A —
105.0 13.50 14.00
m/z 119.10 19.52%
0 \1\5\.(‘)\‘\‘\4\%.\0\‘\ T “i‘\?ﬂ‘;‘ow T “\‘\ \‘i“‘i T \‘\‘\ T o T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
nN\paan )
13.50 14.00
5000 ITI/Z 91.10 12.76%
105.0
150 90 om0 TP
N VR VAR SN MRS Y N
miz--> 20 40 60 80 100 120 140 160 180
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)- c —
138.0 13.50 14.00
m/z 105.10 12.19%
5000 105.0
w70l ||
O ettt e W e e —T —
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.640 112.42 ug/l 3353890 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 64
Abundance Scan 2223 (14.640 min): VX023879.D\data.ms (-2216) (- m/z 142.05 100.00%
142.1
5000
1151 [\
—
63.0 14.50 15.00
39.0 89.1
O et bt b b 165211893 ) 141 05 86.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — —
115.0 14.50 15.00

115.05  35.92%

300,937, 830 |
1l VI It
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
T

14 50 15.00

o

5000 143.05 11.43%
115.0
o220, 030, 890 |
R R B R N R I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene =
141.0 14 50 15.00

m/z 139.00  11.24%

5000
115.0
39‘0 63‘0 89.0
0 IR BT M1H\‘HH‘HH‘\H\ : :

— T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX082221\
Data File : VX023879.D

Acqg On : 20 Aug 2021 15:59

Operator : JC/MD

Sample : M3414-02

Misc : 5.04g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X081721W.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|
Hexane, 3-methyl- 5.818 76.3 ug/l 547057 1 5.562 358532 50.0
Heptane, 2-methyl- 8.275 75.3 ug/l 776369 2 6.769 515879 50.0
Heptane, 3-methyl- 8.440 83.1 wug/l 1029950 3 10.061 619972 50.0
Carbonic acid, ... 9.909 149.1 ug/l 1848980 3 10.061 619972 50.0
Benzene, 2-ethy... 12.616 135.3 ug/l 4038020 4 12.024 1491640 50.0
Benzene, 1,2,4,... 12.927 125.2 ug/l 3733660 4 12.024 1491640 50.0
Benzene, 2-ethe... 13.299 147.7 ug/l 4405130 4 12.024 1491640 50.0
Benzene, 1,3-di... 13.585 83.6 ug/l 2494130 4 12.024 1491640 50.0
Benzene, 1l-ethy... 13.676 77.1 ug/l 2299390 4 12.024 1491640 50.0
Naphthalene, 1-... 14.640 112.4 ug/l 3353890 4 12.024 1491640 50.0
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