LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062822W.M

Title : SW846 8260

Signal : TIC: VN@73345.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.946 176 180 187 rBvV2 65914 103547 4.87% 0.304%
2 3.322 236 244 254 rVB4 33221 82648 3.89% 0.242%
3 3.834 326 331 339 rVB3 12318 29899 1.41% ©0.088%
4 A.775 482 491 502 rBV2 17427 54165 2.55% 0.159%
5 4.922 504 516 519 rvv3 50347 153495 7.22% 0.450%
6 4.987 520 527 543 rVB3 117694 416601 19.59% 1.221%
7 5.21@6 555 565 571 rBV2 16569 55609 2.62% 0.163%
8 5.475 597 610 629 rBV2 249786 877572 41.27% 2.572%
9 6.346 748 758 769 rVB2 51287 148455 6.98% 0.435%
106 6.775 819 831 843 rBV6 35275 121121 5.70% ©.355%
11 6.928 848 857 867 rBV3 41056 127378 5.99% 0.373%
12 7.034 867 875 882 rBV2 14259 35583 1.67% 0.104%
13 7.287 911 918 929 rvB2 16822 47143 2.22% 0.138%
14 7.751 990 997 1007 rVB4 22839 65483 3.08% 0.192%
15 7.945 1017 1030 1033 rBV 193574 473456 22.27% 1.388%
16 8.004 1033 1040 1048 rVV3 571381 1553733 73.08% 4.554%
17 8.087 1048 1054 1065 rVB 190892 471370 22.17% 1.382%
18 8.210 1065 1075 1081 rBvV2 219186 526539 24.76% 1.543%
19 8.269 1081 1085 1093 rVB2 134295 291016 13.69% 0.853%
20 8.363 1093 1101 1111 rVB 198011 450148 21.17% 1.320%
21  8.487 1111 1122 1128 rBV2 258625 633336 29.79% 1.857%
22 8.557 1128 1134 1139 rVV2 200022 430977 20.27% 1.263%
23 8.628 1139 1146 1157 rVB 451414 1043636 49.08% 3.059%
24 8.898 1180 1192 1205 rBV 596302 1436097 67.54% 4.210%
25 9.051 1211 1218 1223 rVB2 18198 34492 1.62% 0.101%
26 9.128 1223 1231 1235 rBv2 22668 45755 2.15% 0.134%
27 9.198 1235 1243 1256 rVB2 22183 62237 2.93% 0.182%
28 9.387 1260 1275 1281 rBV2 733094 2126213 100.00% 6.233%
29 9.439 1281 1284 1294 rVB2 103452 180841 8.51% 0.530%
30 9.569 1299 1306 1311 rVv3 61915 121957 5.74% 0.357%
31 9.657 1311 1321 1330 rVB 244881 538552 25.33% 1.579%
32 9.804 1338 1346 1357 rVB2 221455 447011 21.02% 1.310%
33  9.904 1357 1363 1366 rBV 44754 81345 3.83% 0.238%
34 9.951 1366 1371 1375 rBV2 64108 101127 4.76%  0.296%
35 10.004 1375 1380 1385 rBv4 89172 171447 8.06% 0.503%

36 10.139 1394 1403 1408 rBv4 146720 379350 17.84% 1.112%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062822W.M
Title : SW846 8260
37 10.257 1416 1423 1427 rBV3 113222 237196 11.16% 0.695%
38 10.375 1435 1443 1456 rBV2 955641 2063824 97.07% 6.050%
39 10.498 1459 1464 1466 rVv2 37764 57736 2.72% 0.169%
40 10.557 1466 1474 1481 rVB5 186608 511573 24.06%  1.500%
41 10.669 1481 1493 1496 rBV3 78793 164292 7.73% 0.482%
42 10.716 1496 1501 1508 rVB 259106 480302 22.59% 1.408%
43 10.810 1508 1517 1523 rBV4 159698 390218 18.35% 1.144%
44 10.898 1528 1532 1537 rVB2 58819 93933  4.42% 0.275%
45 10.986 1537 1547 1553 rBV 146945 287445 13.52% 0.843%
46 11.086 1553 1564 1572 rBV5 109346 393208 18.49% 1.153%
47 11.157 1572 1576 1579 rVV6 64086 113233 5.33% 0.332%
48 11.192 1579 1582 1585 rVv4 69517 117383 5.52% 0.344%
49 11.228 1585 1588 1592 rvVv 104349 163805 7.70% 0.480%
50 11.281 1592 1597 1603 rVV 301905 549005 25.82% 1.609%
51 11.333 1603 1606 1610 rvV2 56382 81264 3.82% 0.238%
52 11.386 1610 1615 1620 rVB3 96815 168474 7.92% 0.494%
53 11.486 1620 1632 1640 rVB6 140830 421196 19.81% 1.235%
54 11.569 1640 1646 1649 rBV 66779 119004 5.60% 0.349%
55 11.680 1659 1665 1678 rBV 762345 1453645 68.37% 4.261%
56 11.816 1684 1688 1692 rVB2 63713 85109 4.00%  0.249%
57 11.869 1692 1697 1702 rBV8 54129 110264 5.19% 0.323%
58 11.928 1702 1707 1712 rBV3 88062 192123 9.04% 0.563%
59 12.033 1719 1725 1727 rBvV3 39838 75566 3.55% 0.222%
60 12.080 1731 1733 1738 rVB3 17481 34915 1.64% 0.102%
61 12.192 1744 1752 1759 rBV5 189795 474733 22.33% 1.392%
62 12.310 1764 1772 1776 rVB2 115156 229413 10.79% 0.672%
63 12.357 1776 1780 1781 rBV2 47618 62284 2.93% 0.183%
64 12.398 1781 1787 1788 rVV3 148007 269952 12.70% 0.791%
65 12.422 1789 1791 1797 rVB2 165994 247896 11.66% 0.727%
66 12.669 1827 1833 1842 rBV 678956 1169122 54.99% 3.427%
67 12.757 1843 1848 1853 rVV6 64857 139560 6.56% 0.409%
68 12.833 1856 1861 1868 rVB3 216296 417276 19.63%  1.223%
69 12.916 1868 1875 1880 rBV8 97054 243070 11.43% 0.713%
70 12.992 1882 1888 1894 rVV6 145315 383466 18.04% 1.124%
71 13.051 1894 1898 1903 rVB5 76937 134468 6.32% 0.394%
72 13.139 1908 1913 1916 rBV3 75037 123662 5.82% 0.362%
73 13.175 1917 1919 1923 rVV4 35237 49540 2.33% 0.145%
74 13.227 1923 1928 1936 rVB3 154126 277253 13.04% 0.813%
75 13.316 1940 1943 1946 rBv4 27286 38758 1.82% 0.114%
76 13.351 1946 1949 1953 rVV5 41565 48074 2.26% 0.141%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062822W.M

Title : SW846 8260

77 13.439 1961 1964 1967 rVB3 51711 60682 2.85% 0.178%
78 13.498 1968 1974 1979 rVWW7 92756 227776 10.71% 0.668%
79 13.539 1979 1981 1985 rVV5 61094 82936 3.90% 0.243%
80 13.610 1987 1993 2002 rVB 871339 1495534 70.34% 4.384%
81 13.757 2014 2018 2023 rBV4 47689 95090 4.47% 0.279%
82 13.933 2043 2048 2053 rBV3 262417 425627 20.02% 1.248%

83 14.063 2064 2070 2076 rBV1@ 69522 187924 8.84% 0.551%
84 14.151 2082 2085 2089 rVB2 94497 129218 6.08% ©.379%

85 14.263 2098 2104 2109 rBV3 165274 325946 15.33% ©.955%
86 14.327 2110 2115 2121 rVB7 70483 170938 8.04% 0.501%
87 14.404 2121 2128 2130 rBV3 65581 151869 7.14%  ©.445%
88 14.445 2130 2135 2138 rVV3 193588 317014 14.91% ©.929%
89 14.480 2138 2141 2145 rVB3 104021 152878 7.19% 0.448%
90 14.557 2151 2154 2158 rBV 78359 123493 5.81% ©0.362%
91 14.610 2158 2163 2170 rVV4 164300 366110 17.22% 1.073%
92 14.792 2191 2194 2198 rVB2 83851 106834 5.02% 0.313%
93 14.851 2199 2204 2210 rBV5 195476 493806 23.22% 1.448%
94 15.127 2247 2251 2255 rBV3 139770 192457 9.05% ©.564%
95 15.239 2265 2270 2276 rVB3 213748 446635 21.01%  1.309%
96 15.327 2281 2285 2291 rVB5 138205 286604 13.48%  0.840%
97 15.398 2292 2297 2306 rBV6 185026 377742 17.77% 1.107%
98 15.727 2346 2353 2354 rBV6 100905 195010 9.17% ©.572%
99 16.251 2436 2442 2448 rBV5 205310 487012 22.91% 1.428%
100 16.727 2517 2523 2533 rBV8 211529 622657 29.28%  1.825%

Sum of corrected areas: 34114366
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

Abundance TIC: VN073345.D\data.ms
800000
600000

400000

5.475

200000

4.987
2.946 8

49 6.346
3322 3.834 4.775/1& 5.210 6.77¢
0 T ‘ TTTT ‘ TTTT ‘ TTT1T ‘ T 1T ‘ TTTT ‘ TTTT ‘ T ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TT 1T ‘ TTTT ‘ T ‘ TTTT ‘ T T 1T ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ T T 17T ‘ T 1T ‘ T

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VNO073345.D\data.ms

10.875

800000 11.680

600000 8.004 8.898
8.628
400000
21 8.487
5
200000 7.98.0 g363
92834 7.287 7.751 9.6592808
ASSAIELSEEPVAN ‘ SNV eaute HRES: = : :
Time--> 7.00 7.50 9.00 9.50 10. 00 10.50 11.00 11.50
Abundance TIC: VN073345.D\data.ms
13.610
800000
12.669
600000
15.239 16.251 16.72
15. 12 15.398
400000 13.933 14.445 14.851 32
é_ 480.610 15.727
14 26 ‘ 14.792 ‘
12.8
12. ;|_92.]22 17 B, 99213 221 1321 .& ‘
200000 1 928 2. 3 1Ii ‘i SL. . 39 3.757 ‘ ‘ ‘l
/\
‘Aj 298/
O ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12,00 12'50 13,00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@70622\

Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Pentane, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.475  28.24 ug/1 877572  Pentafluorobenzene 8.004
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 78
3 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 42
4 Butane, 1-chloro- 92 C4H9Cl 000109-69-3 42
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 39
Abundance Scan 610 (5.475 min): VN073345.D\data.ms (-597) (-) m/z 56.95 100.00%
57.0
41.0
5000
A Ra AEEREERE T
H | 86,0 5.20 5.40 5.60 5.80
O = L BTl IR A ———— m/z 55.95 86.14%
miz--> 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000
5.20 5.40 5.60 5.80
m/z 41.00 62.98%
15.0 “ 86.0
O\‘\\\\‘\‘1\\‘\\\‘\“\\‘\\‘\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120
Abundance
57.0 \‘
R R ARRREEE AN
5.20 5.40 5.60 5.80
5000 41.0 m/z 43.00 24.00%
0 14.0 85.0 113.0
LA B
miz--> 20 40 60 80 100 120
Abundance #13926: 3,4-Dimethyldihydrofuran-2,5-dione
56.0 5.20 5.40 5.60 5.80
41.0 m/z 39.00 17.65%
5000
0 \zq v \ I 1280
R N R R R PR e
m/z--> 0 20 40 60 80 100 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@70622\

Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©62822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
8.210 16.94 ug/l 526539  Pentafluorobenzene 8.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53
4 Heptane, 3,3,4-trimethyl- 142 C1eH22 020278-87-9 53
5 Heptane 100 C7H16 000142-82-5 53

Abundance Scan 1075 (8.210 min): VN073345.D\data.ms (-1065) (-) m/z 43.05 100.00%

43.0
71.0
5000 57.1

‘ ‘ 85.0 100.2 7.80 8.00 8.20 8.40 8.60
|

Al et e e M/Z 70,95 61.57%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
AN

5000 ““w“‘w“‘w“‘w“
7.80 8.00 8.20 8.40 8.60

29.0 m/z 70.08  59.25%

15.0 “ I 85.0 100.0
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
43.0

7.80 8.00 8.20 8.40 8.60

o

o

5000 10 m/z 41.00  55.83%
29.0
57.0

0 1.0 15.0 85.0 gg o 114.0

R A A AAd AR oo e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #4472: Pentane, 3-ethyl-

43.0 7.80 8.00 8.20 8.40 8.60
m/z 57.10  49.45%

5000 70.0

m/z-->

29.0
o s0 | || 85.0 100.0

0 10 20 30 40 50 60 70 80 90 100110120

7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclopentane, 1,3-dimethyl-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.487  22.05 ug/l 633336 1,4-Difluorobenzene 8.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 94
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 92
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 49

Abundance Scan 1122 (8.487 min): VN073345.D\data.ms (-1111) ()| m/z 70.10 100.00%
70.1
56.0
41.0
5000
83.0
‘ ‘ ‘ 98.1 8.20 8.40 8.60 8.80
0 H‘_‘H‘wwwww‘l il it ib e m/z s6.00  70.99%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 70.0
41.0
5000
27.0 8.20 8.40 8.60 8.80
83.0 o
‘ ‘ 98.0 m/z 55.00 64.32%
O \\\]-‘.\()\\\‘]-\4\>‘\0\‘\\i!‘\\\\}\‘\\\“\u ‘\‘\\\w ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
41.0
8.20 8.40 8.60 8.80
5000 ITI/Z 41.00 61.23%
27.0 83.0
98.0
NSRS S| R A NNSA NSNS -
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0 8.20 8.40 8.60 8.80
41.0 m/z 43.00 30.90%
5000
27.0 83.0
98.0
140 | \ il
0 H"H‘W‘H“H:u‘u“u‘qhh“uwlMH“H‘W‘H“H‘
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 15 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

WC-14B-11-1-GR

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062822W.M

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 Cyclopentane, 1,2-dimethyl-...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.628 36.34 ug/l 1043640  1,4-Difluorobenzene 5.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 94

2 Isopropylcyclobutane 98 C7H14
3 Cyclopentane, 1,2-dimethyl- 98 C7H14
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14
5 1-Heptene 98 C7H14

000872-56-0 94
002452-99-5 91
001192-18-3 91
000592-76-7 80

Abundance Scan 1146 (8.628 min): VN073345.D\data.ms (-1139) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
98.1
H | 83"1 ‘ 8.40 8.60 8.80 9.00
0l il sl gl m/z 55.00 72.93%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
70.0
5000
8.40 8.60 8.80 9.00
27.0 98.0
: m/z 70.00 70.83%
‘ H 83.0
O \\\]-‘.9\\‘]-\4\.}‘\0\‘\\\!‘\\\\}\‘\\\“\w ‘\‘\\\‘}“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0
70.0 8.40 8.60 8.80 9.00
m/z 41.00 63.67%
5000 270
98.0
83.0
oL et
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0 8.40 8.60 8.80 9.00
m/z 68.95 36.81%
41.0 70.0
5000
27.0 83.0 98.0
0 ‘H_"‘_HwH“:“w‘;“wwl ‘\‘u\‘1“””‘\‘m‘\m‘m\ A an
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclopentane, 1,2,4-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.657 18.75 ug/l 538552  1,4-Difluorobenzene 8.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 87
4 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 80
5 Undecane, 3-methylene- 168 C12H24 071138-64-2 72
Abundance Scan 1321 (9.657 min): VN073345.D\data.ms (-1311) (-) m/z 70.10 100.00%
70.1
55.0
5000
41.0
‘ | 839 97.0 112.1 9.50 10.00
o"wm‘,"H‘HH_Mwwm ety b - m/z 55.00 72.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000
9.50 10.00
41.0 m/z 41.00  28.60%
w0 | mo o0 o
O\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\H\\\‘\\\\’\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70.0
—r =
55.0 9.50 10.00
5000 m/z 68.95 23.26%
41.0
27.0
o 14.0 g83.0 97.0 112.0
R e B AR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4 = g
70.0 9.50 10.00
55.0 m/z 41.95 20.81%
5000
41.0
2r.0 ‘ 112.0
97.0 :
YO R N O B NUNIWIWN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclopentane, 1l-ethyl-2-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.557 17.60 ug/1l 511573  Chlorobenzene-d5 11.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 94
2 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 76
3 2-Octene, (Z)- 112 C8H16 007642-04-8 53
4 4-Octene, (E)- 112 C8H16 014850-23-8 53
5 Cyclooctane 112 C8H16 000292-64-8 52
Abundance Scan 1474 (10.557 min): VNO73345.D\data.ms (-1466) (- | m/z 55.00 100.00%
55.0
41.0 83.0
5000 70.0 97.0
RN T
| Y g
Olvrrprrrrprree et el B Dt b m/z 83.80 61.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7693: Cyclopentane, 1-ethyl-2-methyl-, cis-
410 550 83.0
c000 70.0 /\}w
e 2
27.0 10.50
L0 m/z 41.00 61.05%
O\H‘ﬂr\o\‘\\\l’\\H}\‘\H“\H\‘\‘H\“\“\H\‘!H\‘\\\‘\-‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0
41.0 R ‘
830 10.50
5000 70.0 m/z 56.10 50.48%
27.0
112.0
97.0
e M N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7505: 2-Octene, (2)- T ‘
410 55.0 10.50
' m/z 70.00 42.96%
70.0
5000
112.0
27. 83.0
0 R, S P 1 T £ VAWAIRWIA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclohexane, 1,4-dimethyl-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.716  16.52 ug/1 480302 Chlorobenzene-d5 11.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 91
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 78
5 1H-Pyrazole, 4,5-dihydro-3,4,5-t. 112 C6H12N2 022591-95-3 74

Abundance Scan 1501 (10.716 min): VN073345.D\data.ms (-1496) (- | m/z 97.10 100.00%

97.1
55.1
5000 41.0 112.1
69.0 83.0

‘ ‘ ‘ 10.50 11.00
‘w‘H‘M‘H‘HH;i‘wﬂm‘_‘Mluuun‘_‘ﬂ‘u‘wuu‘_ m/z 55.10  74.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0

o

5000 41.0 L — L —
112.0 10.50 11.00
69.0 m/z 112.10 37.37%
27.0 ‘ ‘ ‘ 83.0
O\\‘\\\\’\\\‘H‘\\\\‘!‘\\\"\‘\\\‘\\\\l\\\\"\H\\‘\\\1‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0 97.0 //
. G
10.50 11.00
5000 41.0 ITI/Z 41.00 37.31%
69.0 650 112.0
27.0 '
O et e et e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7683: Cyclohexane, 1,4-dimethyl-, trans- — ——
55.0 97.0 10.50 11.00

m/z 39.05 23.38%

5000 41.0
112.0
27.0
o I M d b
Iy | il

T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.281 18.88 ug/l 549005 Chlorobenzene-d5 11.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 53
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 50

Abundance Scan 1597 (11.281 min): VN073345.D\data.ms (-1592) (- | m/z 111.10 100.00%

111.1
69.0
55.0
5000 41.0 ]\
—r= —
‘ 8‘71 970 1261 11.00 11.50
om,mWwH_Wu‘”‘wm,w_!wmw;\m,m,m m/z 69.00  71.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 550 M A
11.00 11.50
270 m/z 55.00 44.,74%
ok L ame
0 \\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\}’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0
e —
11.00 11.50
55.0 9
5000 ITI/Z 41.00 37.62%
41.0 126.0
21.0 83.0 97,0
O b et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. F —
69.0 111.0 11.00 11.50
55.0 m/z 56.10 23.07%
5000 41.0
27.0 126.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe70622\

VN@73345.D

: 06 Jul 2022 15:11

JC\MD

: N3564-04
: 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH
: 15  Sample Multiplier: 1

. SW846 8260

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

Library Search Compound Report

WC-14B-11-1-GR

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N062822W.M

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
Concentration Rank 10

Peak Number

9 o-Cymene

R.T. EstConc Area Relative to ISTD R.T.
14.851 16.51 ug/1 493806 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 93
5 p-Cymene 134 C1oH14 000099-87-6 89

Abundance Scan 2204 (14.851 min): VN073345.D\data.ms (-2199) (- | m/z 119.00 100.00%
119.0
91.0 — —L
55.0 ‘ ‘ ‘ 148.1 14.50 15.00
bt b M L 1742 2069y 34 00 37.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0
5000 e (ALY
14.50 15.00
91.0 m/z 91.00 18.76%
41.0 65.0 ‘ ‘
0 \\\‘\‘\\\“‘\\‘\\”“\‘H\‘”‘\H‘\‘WH‘”\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
— ——
14.50 15.00
5000 m/z 133.00 16.00%
390 91.0
01150 65.0
T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- - ——
119.0 14.50 15.00
m/z 117.00  13.22%
5000
91.0 ‘
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N062822W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc 1 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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 unknownl6.727 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.727 20.82 ug/l 622657 1,4-Dichlorobenzene-d4 13.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzonitrile, 4-ethenyl- 129 CSH7N 003435-51-6 25
2 3,3-Dimethyl-5-phenyl-3H-pyrazole 172 C11H12N2 005363-10-0 25
3 4-Chloro-6-aminopyrimidine 129 C4AHACIN3 005305-59-9 22
4 Cyclohexanecarboxylic acid, 2-(1... 184 C11H2002 027392-16-1 22
5 2,7-Methanonaphth[2,3-b]oxirene,... 158 C11H100 013137-34-3 22
Abundance Scan 2523 (16.727 min): VN073345.D\data.ms (-2517) (- | m/z 129.00 100.00%
129.0
— T
16.40 16.60
0! m/z 115.00  55.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15012: Benzonitrile, 4-ethenyl-
129.0
5000 L B B B
16.40 16.60
m/z 142.00  49.12%
o 510 10?“0
\’HH‘H“H‘\H‘\M‘HH‘HH‘\‘H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
129.0
T T
16.40 16.60
5000 m/z 141.00 39.33%
51.0
0 91.0 172.0
T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14651: 4-Chloro-6-aminopyrimidine — T
129.0 16.40 16.60
67.0 m/z 145.00  34.66%
o‘,w“wJm‘u‘:mﬁp‘mqw‘:‘_W‘Wm_WW_WW_H SN
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@70622\
Data File : VN@73345.D

Acqg On : 06 Jul 2022 15:11

Operator : JC\MD

Sample : N3564-04

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_N/MEOH WC-14B-11-1-GR

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©62822W.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, 3-methyl- 5.475 28.2 ug/l 877572 1 8.004 1553730 50.0
Hexane, 3-methyl- 8.210 16.9 ug/l 526539 1 8.004 1553730 50.0
Cyclopentane, 1... 8.487 22.1 wug/l 633336 2 8.898 1436100 50.0
Cyclopentane, 1... 8.628 36.3 ug/l 1043640 2 8.898 1436100 50.0
Cyclopentane, 1... 9.657 18.8 ug/l 538552 2 8.898 1436100 50.0
Cyclopentane, 1... 10.557 17.6 ug/l 511573 3 11.681 1453650 50.0
Cyclohexane, 1,... 10.716 16.5 wug/l 480302 3 11.681 1453650 50.0
Cyclohexane, 1,... 11.281 18.9 ug/l 549005 3 11.681 1453650 50.0
o-Cymene 14.851 16.5 ug/l 493806 4 13.610 1495530 50.0
unknownl6.727 16.727 20.8 ug/l 622657 4 13.610 1495530 50.0
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