LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/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_N\methods\82N100523W.M

Title : SW846 8260

Signal : TIC: VN@79695.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.830 137 149 150 rBv4 24820 65263 1.12% 0.062%
2 8.171 1045 1057 1061 rBV 248487 602381 10.33% 0.572%
3 8.224 1061 1066 1076 rVV2 381919 866639 14.87% 0.823%
4 8.324 1076 1083 1091 rVB3 23480 60267 1.03% 0.057%
5 8.447 1096 1104 1112 rBV3 77161 174801 3.00% 0.166%
6 8.577 1118 1126 1139 rVB 242138 548641 9.41% 0.521%
7 8.965 1185 1192 1201 rBV2 77035 154208 2.65% 0.146%
8 9.106 1206 1216 1228 rBV 546118 1141548 19.58% 1.084%
9 9.600 1288 1300 1306 rBV6 44017 122045 2.09% 0.116%
10 10.571 1457 1465 1470 rBV 833381 1525093 26.16% 1.448%
11 10.635 1470 1476 1484 rVB 877257 1621377 27.81% 1.540%
12 10.747 1489 1495 1502 rVB3 45883 87478 1.50% 0.083%
13 11.423 1601 1610 1614 rBV3 33790 68822 1.18% 0.065%
14 11.647 1640 1648 1660 rVVv4 90431 226687 3.89% 0.215%
15 11.747 1660 1665 1671 rVB2 82662 131946  2.26% 0.125%

16 11.870 1679 1686 1697 rVB 879481 1553130 26.64%
17 11.976 1697 1703 1707 rBV 99023 174325 2.99%
18 12.076 1712 1721 1726 rBV 692374 1284229 22.03%
19 12.159 1731 1735 1740 rVB2 72681 128439 2.20%
20 12.294 1751 1758 1764 rBv4 31228 63282 1.09%

OO, O
N
N
[
R

21 12.406 1764 1777 1784 rBV3 255060 792607 13.60% .753%
22 12.488 1785 1791 1795 rVB 149988 258075 4.43%  0.245%
23 12.623 1795 1814 1822 rBV1e 191570 920770 15.79% ©.874%
24 12.700 1822 1827 1830 rVV3 93959 192248 3.30% ©.183%

()

25 12.747 1830 1835 1836 rVV3 123243 217006  3.72%  ©.206%
26 12.776 1836 1840 1842 rVV 223651 384939 6.60% ©.366%
27 12.800 1842 1844 1848 rVV 219549 253493  4.35% 0.241%
28 12.853 1848 1853 1863 rVB2 799924 1613659 27.68%  1.533%
29 12.941 1863 1868 1872 rBV3 60107 101604 1.74% 0.096%
30 13.035 1878 1884 1889 rBV 231464 422318 7.24% 0.401%
31 13.100 1889 1895 1899 rBV 689833 1226751 21.04% 1.165%
32 13.164 1899 1906 1913 rVB2 1850102 3736287 64.09% 3.549%
33 13.229 1913 1917 1923 rVB2 240563 392890 6.74% 0.373%
34 13.341 1923 1936 1941 rBV2 387439 1153300 19.78% 1.095%
35 13.400 1941 1946 1954 rVB4 286328 587983 10.09% ©.558%

36 13.488 1954 1961 1971 rVB 1334390 2274716 39.02% 2.160%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/1emL/100uL/5.00mL/MSVOA_N/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_N\methods\82N100523W.M
Title : SW846 8260
37 13.576 1971 1976 1979 rBV5 121331 198762 3.41% 0.189%
38 13.617 1979 1983 1987 rVB3 202699 296820 5.09% 0.282%
39 13.682 1987 1994 1998 rBV3 715335 1544206 26.49% 1.467%
40 13.723 1998 2001 2004 rVB2 193027 218059 3.74% 0.207%
41 13.794 2008 2013 2017 rBV2 1086888 1974227 33.86% 1.875%
42 13.859 2022 2024 2031 rVB4 299450 475462 8.16% 0.452%
43 13.953 2031 2040 2041 rBV6 308367 615589 10.56%  0.585%
44 13.988 2041 2046 2050 rBV2 820494 1402872 24.06% 1.332%
45 14.023 2050 2052 2057 rVB2 449369 643528 11.04% 0.611%
46 14.111 2062 2067 2073 rBV3 2222537 4057967 69.61% 3.854%
47 14.188 2077 2080 2084 rVV 392831 669485 11.48% 0.636%
48 14.253 2087 2091 2092 rVV 447157 649597 11.14% 0.617%
49 14.276 2092 2095 2100 rvV 621953 1065933 18.28% 1.012%
50 14.335 2100 2105 2109 rVB 868199 1386283 23.78% 1.317%
51 14.447 2118 2124 2129 rBV2 1033311 1759184 30.18% 1.671%
52 14.523 2131 2137 2141 rVB4 216801 397795 6.82% 0.378%
53 14.576 2141 2146 2150 rBV5 517275 986126 16.92% 0.937%
54 14.629 2150 2155 2159 rBV2 1395676 2250368 38.60% 2.137%
55 14.694 2164 2166 2170 rVB 603765 724721 12.43% 0.688%
56 14.735 2170 2173 2177 rBV2 750097 931234 15.97% 0.884%
57 14.794 2177 2183 2188 rVB4 627078 1537895 26.38% 1.461%
58 14.882 2188 2198 2202 rBV4 900186 2238546 38.40% 2.126%
59 14.958 2202 2211 2219 rBV4 2116321 5829817 100.00% 5.537%
60 15.058 2219 2228 2233 rBV4 2116722 5569054 95.53% 5.289%
61 15.106 2233 2236 2246 rVB3 839282 1577799 27.06% 1.499%
62 15.217 2246 2255 2261 rBV 1534054 2980373 51.12% 2.831%
63 15.282 2261 2266 2268 rBV5 382021 650927 11.17% 0.618%
64 15.323 2268 2273 2278 rBV3 950983 1701575 29.19% 1.616%
65 15.447 2287 2294 2300 rVB3 1222088 2704242 46.39%  2.568%
66 15.600 2315 2320 2323 rBV4 569194 1072544 18.40% 1.019%
67 15.700 2331 2337 2342 rBV 1123175 2335613 40.06% 2.218%
68 15.753 2342 2346 2350 rVV3 864917 1468218 25.18% 1.394%
69 15.835 2356 2360 2371 rVB3 1547272 3726834 63.93% 3.540%
70 15.953 2371 2380 2387 rBV3 1240197 3171970 54.41% 3.013%
71 16.023 2388 2392 2397 rVV2 244488 456756  7.83% 0.434%
72 16.123 2402 2409 2411 rVV3 669791 1472327 25.26% 1.398%
73 16.170 2412 2417 2427 rVB 2842789 5689054 97.59% 5.403%
74 16.258 2428 2432 2438 rBV4 264074 469909 8.06%  0.446%
75 16.341 2439 2446 2461 rVB5 848569 3181688 54.58% 3.022%
76 16.505 2464 2474 2481 rBV3 1496603 4308984 73.91% 4.092%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/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_N\methods\82N100523W.M
Title : SW846 8260

77 16.717 2499 2510 2516 rBV2 2017636 5072628 87.01% 4.818%
78 16.782 2516 2521 2522 rBV2 531944 697604 11.97% 0.663%

Sum of corrected areas: 105291822
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.M
Quant Title : SW846 8260

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

Abundance TIC: VN079695.D\data.ms

3000000
2500000
2000000
1500000
1000000

500000

2.830

0 LML L L L L L L L L L L L L L B

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 6.80
Abundance TIC: VN079695.D\data.ms

3000000
2500000
2000000

1500000

1000000 108635

9.106
500000

0 3d47 8.965 9.600 0.74 11.42311.6874

‘ T T ‘ T T T ‘ T T T T T ‘ T T T ‘ T T T ‘ T T ‘ T T T ‘ T T T ‘ T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN079695.D\data.ms

3000000

2500000 16.713

15.217
5 39447 1518835

2000000 13.164

1500000 : 794, . +55.65415.10

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

I [
Time--> 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.111 102.77 ug/l 4057970 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 87
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 72
3 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 2067 (14.111 min): VN079695.D\data.ms (-2062) (- | m/z 57.10 100.00%
57.1
5000
85.0
39 ) T ‘ T T ‘ T
‘ ‘ 05.0 138.1156.1 14.00 14.50
O v A Pt e m/z 43.10 87.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 — -
85.0 14.00 14.50
29.0 ' m/z 41.05 57.02%
| ‘ | ‘ 113.0 156.0
0\\\‘\‘\\\“‘}\\‘\\‘}\‘1\\\H‘\\i‘\‘\‘\\\‘\\\}‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
— —
71.0 14.00 14.500
5000 m/z 71.10 48.617%
97.0 126.0
0 \M”l-o
m/z--> 20 40 60 80 100 120 140 160 MNJWJ\
Abundance  #109006: Carbonic acid, nonyl prop-1-en-2-yl ester T A=ty
43.0 14.00 14.50
m/z 55.10 31.94%
5000 71.0
‘ 970 160
O\H‘\Hu‘i ‘\1H1\“H\\\“‘\\\\‘\‘\.\\‘\\\\‘\\\\ T 1
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.959 147.65 ug/1 5829820 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 30
3 Undecane 156 C11H24 001120-21-4 30
4 Tridecane 184 C13H28 000629-50-5 30
5 Hexadecane 226 C16H34 000544-76-3 30
Abundance Scan 2211 (14.958 min): VN079695.D\data.ms (-2202) (- | m/z 57.10 100.00%
57.1
148.0 -
H ‘ ‘ 15.00
ol M‘!‘ bl L 2090 281 /s 43,05 84.60%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 isbd
m/z 71.05 57.47%
27,0 98.0 170.0
0 \“\ ‘\“ ‘”H‘\ ‘!‘ \“‘\ H‘ ey %49?\ 1 L B B B B B
miz-> 50 100 150 200 250
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
—
15.00
5000 m/z 41.10 54.03%
97.0
L2l | “h“ . 1540 2270
miz--> 50 100 150 200 250
Abundance #33077: Undecane —
57.0 15.00
m/z 91.00 48.57%
5000
70 || 0 rsmo
ottt b —
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 3 2,4-Dimethylstyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.058 141.04 ug/l 5569050 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 96
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 96
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 91

Abundance Scan 2228 (15.058 min): VN079695.D\data.ms (-2219) (- | m/z 117.00 100.00%
117.0
5000
R \
39.0 77.0 ‘ ‘ 15.00
Ok d 901802 281135 65 34.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 A
390 15.00
’ 770 ‘ m/z 115.00 29.40%
O\\‘\‘\‘\\\w\\“U\"“HHH}‘”’\M\‘H}Hh‘\‘”\\‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene
117.0
R \
15.00
5000 m/z 105.00 29.17%
39.0 770‘
o‘w‘“"w‘u,hH“‘,mpw‘uﬂ‘_w‘mw‘HW‘,w_wwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- — ‘
117.0 15.00
m/z 91.00 19.05%
5000
390 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.217 75.48 ug/1 2980370 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Benzene, cyclobutyl- 132 C10H12 004392-30-7 59
3 Indan, epoxide 132 C9H80 000768-22-9 58
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 43
Abundance Scan 2255 (15.217 min): VN079695.D\data.ms (-2246) (- | m/z 104.00 100.00%
104.0
5000 132.0
51.0 780 ‘ 166.1 15.00 15.50
omw‘Hw“m‘!‘mu”p LA gl 1681 2069 i 13300 45.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 e A
15.00 15.50
m/z 91.00 40.50%
270 510 780 /
0\\\‘\‘\\\\“‘\\““\‘m\\H}H‘\\w“ \\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16121: Benzene, cyclobutyl-
104.0
— —
15.00 15.50
5000 m/z 115.00 16.49%
50.0 8.0 132.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide T —T
104.0 15.00 15.50
m/z 117.00  12.90%
5000
51.0 78.0 132.0
O 2o AVA' AN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.835 94.39 ug/l 3726830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 89
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 38
3 Hexadecane 226 C16H34 000544-76-3 38
4 Dodecane 170 C12H26 000112-40-3 38
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 38
Abundance Scan 2360 (15.835 min): VN079695.D\data.ms (-2356) (- | m/z 57.10 100.00%
105.0
5000
162.1 - T
H ‘ ‘ 15.50 16.00
Obrrerelt s b0l 33001 | 1859 h/; 43.10 87.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 — =
85.0 15.50 16.00
29.0 m/z 105.00 80.71%
‘\ “ L | 113.0 141.0  184.0
O \\\‘\\\\“}\\\“\\H\“l‘\\\‘\\U\‘\‘\\\“\\\\‘\\\\‘i\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59049: Undecane, 2,3-dimethyl-
43.0
— —
710 15.50 16.00
5000 m/z 71.10 57.93%
99.0 140.0
ob ol L L a0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane T —
57.0 15.50 16.00
m/z 41.05 45.83%
5000
85.0
29.0
0 ‘\‘ \‘\ “‘\ H\ i M‘ 11\\30 . 14;‘.0 1690 2260
e e e A e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.953  80.33 ug/l 3171976 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 92
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 87
Abundance Scan 2380 (15.953 min): VN079695.D\data.ms (-2371) (- | m/z 131.00 100.00%
131.0
5000
105.0
==
39.0 77.0 16.00
o 1621 5079 ,
| e pibrr e m/z 146,05 33.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 \ T
16.00
m/z 105.00 32.55%
390 630 %0 ||
0\\\\‘\\\\‘\\\\‘H\\}\‘\\\\‘\\\\h‘\ \‘\‘\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
—
16.00
5000 m/z 115.00 19.26%
39.0
630
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- —r
131.0 16.00
m/z 91.00 15.12%
39.0 91
630
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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-methylenebutyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.170 144.08 ug/l 5689050 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 80
2 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 74
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 60
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46

Abundance Scan 2417 (16.170 min): VN079695.D\data.ms (-2412) (' | m/z 118.05 100.00%
1

118
146.1
5000
91.0

—J U
39.0 63.0 ‘ 16.00 16.50
ot | 1801

SSBE Fh ol e m/z 131,00 71.64%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0

5000 t—r= P
91.0 16.00 16.50

51.0 m/z 146.05 65.67%

27.0 ‘ m ‘1460
TTT ‘ \‘\‘\ \“i‘\ \“U\ Tl-d T \H T ‘H‘\ T ’ \‘UW T ‘ \“‘\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25002: Benzene, (1-ethyl-2-propenyl)-
118.0

o

o

16.00 16.50
5000 910 m/z 117.00 52.96%
51.0 146.0
27.0 ‘ ‘
0 "‘“H‘;“i‘u‘l‘w“l“u “H‘M‘H‘H el e

m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- 1 1
131.0 16.00 16.50

m/z 105.00  40.48%

5000 105.0
39.0 77.0
I R 0 P

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.341 80.58 ug/l 3181690 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 70
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 70
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 62
Abundance Scan 2446 (16.341 min): VN079695.D\data.ms (-2439) (- m/z 131.85 100.00%
131.1
- J\//\J\M
91.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘
39.0 ‘ H M Mﬂ 176.1 ‘ 16.0016.2016.4016.60
o ML) 72088 2810 s 145,05 29.47%
miz--> 50 100 150 200 250
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- M
131.0
5000 L B L B B
16.0016.2016.4016.60
91.0 m/z 146.05  29.46%
39.0 ‘
o+~ \‘ “\ i‘“ ‘\‘H‘uh‘ il "\L‘M“ \H}‘ ‘H‘ ———
m/z--> 50 100 150 200 250
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
16.0016.2016.4016.60
5000 91.0 m/z 115.80 27.61%
53.0 ‘
0 T “\ ‘\\‘ ‘\‘ il ’m‘ H\‘ \M ‘H‘ , — ——
m/iz--> 50 100 150 200 250
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl- S EAAREmsEESEEERE
131.0 16.0016.2016.4016.60
m/z 105.00  25.17%
5000
39.0 91.0
oAby, \‘,‘Hh\“‘l‘\““\ N e
m/z--> 50 100 150 200 250 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.505 109.13 ug/1 4308980 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 64
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 64
Abundance Scan 2474 (16.505 min): VN079695.D\data.ms (-2464) (- | m/z 131.00 100.00%
131.0
- /UJ\/M/
gl.o \\‘\\\\‘\\\\‘\\\\‘
39.0 166.2 ‘ 16.20 16.40 16.60
0 41662 2101 28L. /7 118.00  63.01%
miz--> 50 100 150 200 250
Abundance  #25041: Naphthalene 1,2,3,4-tetrahydro-5-methyl-
31.0
5000 LA L B N B B
30 91.0 16.20 16.40 16.60
m/z 146.05 57.34%
oL \‘n‘ H‘ “H \‘\m ‘hm‘\\‘ ‘\ \‘ \ \H‘ “‘\‘ T
m/z--> 150 200 250
Abundance #25010.Benzene,(34nethyL2—butenyD—
131.0
91.0 16.20 16.40 16.60
5000 ’ m/z 145.05 34.83%
39.0
o A
m/iz--> 50 100 150 200 250
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- A EmmE
131.0 16.20 16.40 16.60
m/z 117.00 33.98%
- 1 M
il AU
m/z--> 50 100 150 200 250 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.717 128.47 ug/1 5072630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-07-1 81
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 78
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
Abundance Scan 2510 (16.717 min): VN079695.D\data.ms (-2499) (- | m/z 118.00 100.00%
118.0
160.1
5000
C T =
39.0 7. 0‘ 16.40 16.60
ol ol Ll | 1900 281 o145 6 84,52
miz--> 50 100 150 200 250
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
5000 LA L L B B B B
160.0 16.40 16.60
m/z 160.10 65.32%
390 7. 0‘ ‘
0 H‘W‘J%‘Nwh‘ L m‘NM““‘ e
miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
Ca T T
160.0 16.40 16.60
5000 ITI/Z 117.00 44 ., 85%
39.0 770 ‘
0“\\ “ ‘\\ M\‘H\ H\“‘M‘N\“H‘ — T
miz--> 50 100 150 200 250
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- — T
145.0 16.40 16.60
m/z 105.00 36.91%
5000
9
39.0
0“““\‘\\‘”‘\\\” J\‘\\M\H‘m“\‘\‘ — —_—— S
m/z--> 50 100 150 200 250 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102623\
Data File : VN@79695.D

Acqg On : 26 Oct 2023 13:11

Operator : JC\MD

Sample : 05036-01

Misc : 1.05g/10mL/100ul/5.00emL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N100523W.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|
Undecane 14.111 102.8 ug/l 4057970 4 13.794 1974230 50.0
Dodecane 14.959 147.7 ug/l 5829820 4 13.794 1974230 50.0
2,4-Dimethylsty... 15.058 141.0 ug/l 5569050 4 13.794 1974230 50.0
Naphthalene, 1,... 15.217 75.5 wug/l 2980370 4 13.794 1974230 50.0
Tridecane 15.835 94.4 wug/l 3726830 4 13.794 1974230 50.0
1H-Indene, 2,3-... 15.953 80.3 wug/l 3171970 4 13.794 1974230 50.0
Benzene, (1-met... 16.170 144.1 ug/l 5689050 4 13.794 1974230 50.0
Naphthalene, 1,... 16.341 80.6 ug/l 3181690 4 13.794 1974230 50.0
Naphthalene, 1,... 16.505 109.1 ug/l 4308980 4 13.794 1974230 50.0
Naphthalene, 1,... 16.717 128.5 ug/l 5072630 4 13.794 1974230 50.0
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