LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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\82N102622W.M

Title : SW846 8260

Signal : TIC: VN@75271.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.289 36 40 48 rVvB4 6716 16592 1.75% ©.090%
2 3.112 179 180 189 rVB6 19769 29724 3.13% 0.161%
3 5.506 574 587 595 rBV3 3216 12039 1.27% 0.065%
4 8.000 1003 1011 1021 rVB3 9785 23714  2.50% 0.129%
5 8.165 1030 1039 1042 rBV 126249 268223 28.24%  1.455%
6 8.218 1042 1048 1058 rVV2 362635 875841 92.22% 4.752%
7 8.324 1058 1066 1076 rVB2 60424 143378 15.10% 0.778%
8 8.441 1076 1086 1095 rBV 284503 639545 67.34%  3.470%
9 8.577 1101 1109 1120 rVB2 137204 306868 32.31% 1.665%
10 8.700 1120 1130 1138 rBV3 44918 115589 12.17% 0.627%
11  8.782 1138 1144 1150 rVV6 15921 41339 4.35% 0.224%
12 8.847 1150 1155 1167 rVV3 18083 44119 4.65% 0.239%
13 8.965 1167 1175 1185 rVB 387957 742468 78.17% 4.029%
14 9.100 1190 1198 1206 rBV 341544 679685 71.56%  3.688%
15 9.406 1239 1250 1258 rVB 31235 68144 7.17% ©.370%
16 9.594 1270 1282 1286 rBv2 86284 223742 23.56% 1.214%
17 9.641 1286 1290 1298 rVB 46908 90845 9.57% 0.493%
18 9.771 1307 1312 1318 rBv4 24482 45324  4.77%  0.246%
19 10.200 1380 1385 1398 rVB5 7745 17959 1.89% 0.097%
20 10.341 1401 1409 1421 rVB3 6295 14658 1.54% 0.080%
21 10.565 1439 1447 1454 rBV 520448 949756 100.00% 5.153%
22 10.629 1454 1458 1465 rVB 45012 78218 8.24% 0.424%
23 10.741 1471 1477 1485 rVB2 21072 40941 4.31% 0.222%
24 10.912 1501 1506 1512 rVB3 6334 11649 1.23% 0.063%
25 11.000 1515 1521 1530 rBV4 9244 19688 2.07% 0.107%
26 11.171 1543 1550 1556 rVB3 10057 17332 1.82% 0.094%
27 11.271 1563 1567 1576 rVB4 7265 14490 1.53% 0.079%
28 11.347 1576 1580 1584 rBV4 8132 14564 1.53% 0.079%
29 11.418 1588 1592 1596 rvv2 16707 28489 3.00% 0.155%
30 11.465 1596 1600 1607 rvB2 21513 41586 4.38% 0.226%
31 11.571 1613 1618 1622 rBV2 15201 23339 2.46% 0.127%
32 11.641 1622 1630 1634 rBv3 30615 68506 7.21% 0.372%
33 11.676 1634 1636 1642 rVB 19244 27104 2.85% 0.147%
34 11.741 1642 1647 1653 rVB 34858 54635 5.75% 0.296%
35 11.865 1661 1668 1680 rVB 436192 772462 81.33% 4.191%
36 11.965 1680 1685 1688 rBV 21216 34188 3.60% 0.185%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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\82N102622W.M
Title : SW846 8260
37 12.000 1688 1691 1694 rBV2 11098 13989 1.47% 0.076%
38 12.071 1694 1703 1707 rBV2 138417 255970 26.95%  1.389%
39 12.106 1707 1709 1713 rVB 30043 36591 3.85% 0.199%
40 12.153 1713 1717 1722 rVB5 32748 58842 6.20% 0.319%
41 12.212 1722 1727 1734 rBV5 9607 22562 2.38% 0.122%
42 12.294 1734 1741 1746 rVB6 15321 31759 3.34% 0.172%
43 12.371 1746 1754 1756 rBvV3 76513 143773 15.14% 0.780%
44 12.482 1767 1773 1778 rVB 78684 137045 14.43% 0.744%
45 12.594 1778 1792 1804 rBV7 96747 441191 46.45% 2.394%
46 12.700 1805 1810 1813 rVV6 32089 74260 7.82%  0.403%
47 12.741 1813 1817 1819 rVV3 47891 85380 8.99% 0.463%
48 12.770 1819 1822 1824 rVV 64870 91061 9.59% 0.494%
49 12.794 1824 1826 1830 rVB 57526 65800 6.93% 0.357%
50 12.847 1830 1835 1844 rBV2 339100 660482 69.54%  3.584%
51 12.935 1844 1850 1854 rBV4 35944 56104 5.91% 0.304%
52 12.976 1854 1857 1860 rVB2 11153 14730 1.55% 0.080%
53 13.023 1860 1865 1870 rVB4 63653 123211 12.97% 0.669%
54 13.094 1870 1877 1881 rBV4 68478 154324 16.25% 0.837%
55 13.159 1881 1888 1896 rBv4 287621 669368 70.48% 3.632%
56 13.223 1896 1899 1905 rVB3 83345 133232 14.03% 0.723%
57 13.312 1905 1914 1918 rBV4 860351 180709 19.03% 0.980%
58 13.359 1918 1922 1924 rBV2 58058 81188 8.55% 0.441%
59 13.394 1924 1928 1936 rVB3 151714 276703 29.13% 1.501%
60 13.523 1947 1950 1954 rVB2 40239 49833 5.25% 0.270%
61 13.576 1955 1959 1962 rVV4 56534 79509 8.37% 0.431%
62 13.612 1963 1965 1969 rVB4 45412 54758 5.77% 0.297%
63 13.676 1970 1976 1980 rBv4 184097 393181 41.40% 2.133%
64 13.717 1980 1983 1987 rVV3 100887 147491 15.53% ©.800%
65 13.788 1990 1995 2004 rVB 466544 812721 85.57% 4.410%
66 13.859 2004 2007 2013 rVB5 76008 109711 11.55% ©.595%
67 13.935 2013 2020 2024 rBV5 79234 200221 21.08% 1.086%
68 13.982 2024 2028 2032 rBvV2 84928 125790 13.24% 0.683%
69 14.023 2032 2035 2039 rVB2 53977 74759 7.87% 0.406%
70 14.112 2045 2050 2056 rBV3 345073 760864 80.11% 4.128%
71 14.212 2065 2067 2072 rVB4 68444 85641 9.02% 0.465%
72 14.264 2072 2076 2080 rBV4 63062 127214 13.39% 0.690%
73 14.435 2100 2105 2111 rBV4 204446 401574 42.28% 2.179%
74 14.506 2113 2117 2123 rVV6 109227 227847 23.99%  1.236%
75 14.570 2124 2128 2132 rVV7 78428 157754 16.61% ©.856%

76 14.623 2132 2137 2146 rVB4 409376 729469 76.81% 3.958%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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\82N102622W.M

Title : SW846 8260

77 14.735 2152 2156 2159 rBV2 141313 206244 21.72%  1.119%
78 14.794 2159 2166 2170 rVB4 187739 364908 38.42%  1.980%
79 14.847 2170 2175 2179 rBv4 137017 283504 29.85% 1.538%
80 15.053 2203 2210 2215 rBV6 152563 419662 44.19% 2.277%
81 15.106 2215 2219 2228 rVB6 202320 416624 43.87% 2.261%
82 15.176 2228 2231 2234 rBV5 45408 66045 6.95% 0.358%
83 15.317 2251 2255 2261 rBv6 128175 228629 24.07% 1.241%
84 15.441 2270 2276 2281 rVB3 121601 256271 26.98%  1.390%
85 15.600 2299 2303 2311 rVB7 102036 238528 25.11% 1.294%
86 15.694 2312 2319 2324 rBV4 98239 264800 27.88% 1.437%
87 15.947 2354 2362 2363 rBV7 66081 161959 17.05% ©0.879%
88 16.111 2386 2390 2394 rBV6 36018 66283 6.98% 0.360%
89 16.164 2395 2399 2408 rVB6 110772 221251 23.30% 1.200%
90 16.711 2486 2492 2499 rVB2 133908 292231 30.77% 1.586%

Sum of corrected areas: 18430293
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO75271.D\data.ms
500000
400000
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200000

100000
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Abundance TIC: VNO75271.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Hexane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.441 36.51 ug/l 639545  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Heptane 100 C7H16 000142-82-5 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
Abundance Scan 1086 (8.441 min): VN075271.D\data.ms (-1076) (-) m/z 43.10 100.00%
43.1
71.1
57.1
5000 M
N EEREESL
M ‘ 85.1 100.1 8.20 8.40 8.60 8.80
0Ll e e m/z 710100 81.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0 uu‘uu‘uu‘uu‘\u
20.0 8.20 8.40 8.60 8.80
m/z 70.10 73.01%
so | | w00
O H\‘\\H’HH‘H}\‘\\H’HH‘HH‘\\H’HH‘\\H‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4464: Heptane
9 Jasd
T R
8.20 8.40 8.60 8.80
5000 57.0 710 m/z 57.10  63.28%
29.0 1000
o 850
Ol e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 /\/\
Abundance #8634: Heptane, 4-methyl- ‘H“H“‘H“_“W“
43.0 8.20 8.40 8.60 8.80
m/z 41.10 56.94%
71.0
5000
29.0
57.0
J10150 | " 850 90 1140
T e e e e e e H‘W‘H“H‘W‘H‘_“
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.965 54.62 ug/l 742468 1,4-Difluorobenzene 9.100

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 58
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
5 3-Hexanone 100 C6H120 000589-38-8 46
Abundance Scan 1175 (8.965 min): VN075271.D\data.ms (-1167) (-) m/z 43.05 100.00%
43.0
71.1
57.1
5000
100.1 oA
“H‘W‘H‘,H‘W‘H“
H | g5 1 ‘ 8.60 8.80 9.00 9.20
o7ttt e m/z 71.10 80.03%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4461: Heptane
43.0
5000 29.0 57.0 71.0 \‘\‘uu‘uu,uu‘uu‘\
8.60 8.80 9.00 9.20
100.0 m/z 57.10 63.36%
0 2.0 130 | ‘ ‘\ ‘ | . “ , | 850
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4091: Acetaldehyde, propylhydrazone
71.0 K\
300 “H‘W‘H‘W‘H‘H‘w‘
' 8.60 8.80 9.00 9.20
5000 m/z 41.05 61.85%
100.0
0"W‘HW‘H‘_‘H_‘H\H‘WH\W‘H‘_H‘_‘H_‘H‘H‘W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl- k~‘_““‘u‘,“u““W‘
43.0 8.60 8.80 9.00 9.20
m/z 56.10 37.43%
5000 71.0
21.0 57.0
H ‘ 86.0
0 Hw"‘wHH_"‘_Hwm"‘H”H,‘m\wwlwwww ‘N}/\,/\‘ :
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.594  28.56 ug/l 441191 Chlorobenzene-d5 11.865
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 70
2 Spiro(3.4)silaoctane 126 C7H14Si 1000433-94-6 47
3 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 43
4 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
5 2-Hexene, 3-methyl-, (Z)- 98 C7H14 010574-36-4 43

Abundance Scan 1792 (12.594 min): VNO75271.D\data.ms (-1778) (. | m/z 57.85 100.00%
pa

.0
41-0 98.0
5000

\/V\\ T ‘ T ‘
0
bl Bl SRS myz 41.@5  57.39%
miz--> 20 40 60 80 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 41.0 98.0 T ‘ T ‘
12.50

m/z 98.05 53.27%

0 \1\4\0‘ T H T “‘i T \“ “ T ‘im??O‘}‘ T " T \%4‘.2\(\)\ T
miz--> 20 40 60 80 100 120 140
Abundance #12900: Spiro(3.4)silaoctane
98.0
Ma

T
12.50

5000 700 m/z 55.85 49.86%
126.0
43.0
M35 L O
miz--> 20 40 60 80 100 120 140
Abundance #59083: Decane, 2,5,6-trimethyl- —— ‘
57.0 12.50
m/z 43.05 45.72%
5000
4100
‘ 84.0
oLl T a0 s i
miz--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Cyclohexane, butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.676  24.19 ug/l 393181 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
4 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 38
5 1,3-Cyclohexanedione, 5,5-dimethyl- 140 C8H1202 000126-81-8 30

Abundance Scan 1976 (13.676 min): VN075271.D\data.ms (-1970) (- m/z 83.10 100.00%
1

55.0 83.
5000 119.1
140.2

-
|
bl 02 m/z 55.05 90.32%

m/z--> 20 40 60 80 100 120 140 160
Abundance #20677: Cyclohexane, butyl-
55.0 83.0

o

5000 T —
13.50 14.00
29.0 140.0 m/Z 82.10 79.37%
Ot T \M\ \‘i”\ T \M\ \‘| 1 TT \“:\L:\L]\“\O‘ T |‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 A —
13.50 14.00
5000 m/z 41.05 58.28%
27.0 ‘ 126.0
W 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl- P e
83.0 13.50 14.00

m/z 69.10  48.24%

55.0
5000
29.0 154.0
\ 111.0

ob b e e —— —
miz--> 20 40 60 80 100 120 140 160 1350 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Naphthalene, decahydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.112 46.81 ug/l 760864  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
2 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 95
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 90
4 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 64
5 2,2-Dimethyl-3-vinylcyclopentanone 138 C9H140 1000427-24-5 46
Abundance Scan 2050 (14.112 min): VNO75271.D\data.ms (-2045) (- | m/z 57.10 100.00%
57.1
811
138.2
5000
39
109.1 — —r—
156.1 14.00 14.50
ol wM ‘1‘“”‘“1”«1_”‘ m/z 41.10  96.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19430: Naphthalene, decahydro-
67.0 96.0 138.0
5000 41.0 —— ——
14.00 14.50
m/z 55.10  85.37%
0 \H‘\‘\‘\\“’H\H“H\‘ LIGO
miz--> 20 40 60 80 100 120 140 160
Abundance #19453: Naphthalene, decahydro-, cis-
67.0
41.0
— —
96.0 138.0 14.00 14.50
5000 m/z 43.10 72.09%
15.0 J
] SV R SN R
m/z--> 200 40 60 80 100 120 140 160
Abundance #19395: Spiro[4.5]decane T —
67.0 96.0 14.00 14.50
138.0 m/z 67.10 64.00%
- T WM
ol Hw“”“wum‘_m_m — —
m/z--> 200 40 60 80 100 120 140 160 14.00 14.50
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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\VN111422\
: VNO75271.D
: 14 Nov 2022 17:38

JC\MD

: N5572-01
: 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH
: 16 Sample Multiplier: 1

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M

. SW846 8260

: 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 o-Cymene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.435 24.71 ug/1 401574  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 60
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 58
3 p-Cymene 134 C1leH14 000099-87-6 53
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 52
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 52

Abundance Scan 2105 (14.435 min): VNO75271.D\data.ms (-2100) (- | m/z 119.10 100.00%
119.1
5000
011 148.2 il
41"1 67.0 14.50
bl i by WLl L1663 105 10 56.72%
miz--> 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
5000 1
14.50
m/z 148.20 30.70%
91.0
150 390 450 | ‘
04 \‘\ T \‘\ T “\ \“\‘\“‘\‘\ T \‘”‘\H‘\ ‘W\ \‘” T LIS
m/z--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0 ﬁﬂ
——
14.50
5000 m/z 91.10 24 .58%
91.0 148.0
41.0 5.0 |
0 bbb
m/z--> 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene T
119.0 14.50
m/z 117.10  22.99%
5000
91.0
41.0 65.0 ‘ ,ﬁ\A
0\\\\MH\\w\ﬂ\‘W\\M\\w\ﬁm\ww\\m‘\\\\w\\\ P e
m/z--> 20 4 60 80 100 120 140 160 14.50

82N102622W.M Tue Nov 15 17:32:02 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 trans-Decalin, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.623 44.88 ug/l 729469 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 76
4 Pulegone 152 C10H160 000089-82-7 52
5 Furan, 2-hexyl- 152 C10H160 003777-70-6 49
Abundance Scan 2137 (14.623 min): VNO75271.D\data.ms (-2132) (- m/z 81.10 100.00%
81.1 152.2
55.1
5000
109.1 LN T 7
H 14.50 15.00
0! b Ll 18512072 ) 955 00 86.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 et SAYAL
14.50 15.00
20.0 109.0 m/z 95.10  75.10%
O' \\‘\H\‘\\H\\‘h\\\‘\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
—— —
14.50 15.00
5000 m/z 82.10 72.03%
109.0
0 _Mw‘:mw“_m‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29500: Decalin, anti-1-methyl-, cis- —— ——
41.0 81.0 14.50 15.00
m/z 67.10 68.93%
5000 152.0
109.0
0 ‘\ 1810
/ ‘“w“““H““‘w““‘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_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 Naphthalene, decahydro-2-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.794  22.45 ug/1 364908 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 87
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 80
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 68
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 64
5 Pulegone 152 C10H160 000089-82-7 58
Abundance Scan 2166 (14.794 min): VN075271.D\data.ms (-2159) (- | m/z 152.15 100.00%
D2
95.1 152.2
67.0
5000 41.1
‘ 1450 1500
123.1 . .
o“w“MHJM“ A 2972 e 10 81.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 —r— —
14.50 15.00
109.0 m/z 81.10 72.52%
O' ‘\\“\\‘h\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—— ——
55.0 152.0 14.50 15.00
5000 m/z 67.00 71.49%
29.0 109.0
0- 1wmHHH“1m‘m‘wuwmwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29387: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t —— ——
67.0 14.50 15.00
95.0 m/z 82.10 59.90%
50007 410
152.0
A |12z AU
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_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.M
Quant Title : SW846 8260

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

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

Peak Number 9 Benzene, (1-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.053  25.82 ug/1 419662  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 64
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 60

Abundance Scan 2210 (15.053 min): VN075271.D\data.ms (-2203) (- m/z 117.10 100.00%

117.1
5000
551 g1
T T
| el St
I N NM“Hw“H?§94‘39§9 m/z 105.10  61.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1rneﬂwll;xopeny0 (E)-
117.0
5000 —— ‘
15.00
91.0

m/z 97.10  45.81%

27010, |,
\‘\\\\“\\“\‘\’u‘\\\H’\\\\“w\\\‘\‘IH‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
\ \

15.00

o

5000 910 m/z 132.00 40.44%
51.0
27.0
OJA‘ H‘ ‘m‘“‘\}‘\‘\\ ‘\“““H“\w‘H“HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene e\ LY — —
11v.0 15.00

210 i ‘ L
Ot bt el :
miz--> 20 40 60 80 100 120 140 160 180 200 15.00

5000
91.0
51.0
T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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 unknownl5.106 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.106  25.63 ug/1 416624  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 46
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 42
3 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 30
4 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 25
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 25

Abundance Scan 2219 (15.106 min): VN075271.D\data.ms (-2215) (- | m/z 119.10 100.00%

119.1
95.1
67.1 166.2
5000
T

A
39.0 ‘ | 15.00 15.50
l

S P m 2070 y/z 133.05  74.49%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41570: Naphthalene, decahydro-1,5-dimethyl-
95.0
166.0

5000 67.0 T T 1
41.0 15.00 15.50

m/z 95.10 70.05%

L L=,
\]-\5\‘\\\\‘\\\\‘\\\\“if\\"\\f\‘f\\f‘\\f‘\‘f‘\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-

430 810 152.0

——
15.00 15.50
5000 m/z 81.10  64.55%

109.0
0! "Mu‘“J‘Hum‘wwww
miz--> 20 40 60 80 100 120 140 160 180 200

Abundance #41563: Naphthalene, decahydro-2,6-dimethyl- —— —

o

o

81.0 15.00 15.50
166.0 m/z 166.20  58.93%
55.0
5000
109.0
29.0 137.0
oww“‘u‘p‘m wM‘:M‘m““m“_‘m_m_m - —
miz--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111422\
Data File : VN@75271.D

Acqg On : 14 Nov 2022 17:38

Operator : JC\MD

Sample : N5572-01

Misc : 1.06g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N102622W.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- 8.441 36.5 wug/l 639545 1 8.224 875841 50.0
Heptane 8.965 54.6 ug/l 742468 2 9.100 679685 50.0
Heptane, 3-ethy... 12.594 28.6 wug/l 441191 3 11.865 772462 50.0
Cyclohexane, bu... 13.676 24.2 wug/l 393181 4 13.794 812721 50.0
Naphthalene, de... 14.112 46.8 ug/l 760864 4 13.794 812721 50.0
o-Cymene 14.435 24.7 wug/l 401574 4 13.794 812721 50.0
trans-Decalin, ... 14.623 44.9 ug/l 729469 4 13.794 812721 50.0
Naphthalene, de... 14.794 22.4 ug/l 364908 4 13.794 812721 50.0
Benzene, (1-met... 15.053 25.8 wug/l 419662 4 13.794 812721 50.0
unknown15.106 15.106 25.6 ug/l 416624 4 13.794 812721 50.0
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