LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35319.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 26 29 31 rBV 2702 2277 0.16% 0.018%
2 1.367 42 46 66 rvB 61735 139153 9.85% 1.112%
3  1.648 87 92 93 rBV 6778 9018 0.64% 0.072%
4 1.672 93 96 100 rBV 28547 40698 2.88% ©0.325%
5 2.288 190 197 212 rBV 255337 417268 29.53%  3.334%
6 2.715 263 267 273 rVW2 1659 2782 0.20% 0.022%
7 2.782 273 278 288 rVv3 4080 9328 0.66% 0.075%
8 3.428 378 384 391 rVB4 1081 2630 0.19% 0.021%
9 4.482 548 557 584 rBV 78192 301161 21.31% 2.406%
106 5.056 639 651 668 rBV 172527 543024 38.43% 4.339%
11 5.306 687 692 700 rVwv3 1109 3461 0.24% 0.028%
12 5.549 724 732 741 rVB6 1958 5711 0.40% 0.046%
13 5.964 788 800 815 rBV2 498672 1412968 100.00% 11.290%
14 6.366 858 866 874 rBV6 2304 6840 0.48% 0.055%
15 6.756 921 930 947 rBV 413945 991565 70.18%  7.923%
16 7.013 967 972 980 rVB5 977 2458 0.17% 0.020%
17 7.116 982 989 998 rBV7 4274 12942 0.92% 0.103%
18 7.214 998 1005 1011 rBV2 4340 10097 0.71% 0.081%
19 7.305 1011 1020 1036 rVB 299027 654109 46.29% 5.227%
20 7.482 1044 1049 1055 rBv4 1041 2369 0.17% 0.019%
21  7.775 1091 1097 1103 rVB6 1589 3063 0.22% 0.024%
22 7.957 1120 1127 1137 rBV6 5824 15056 1.07% 0.120%
23 8.226 1167 1171 1174 rVV4 1617 2714 0.19% 0.022%
24  8.268 1174 1178 1181 rVV3 3419 5185 ©.37% 0.041%
25 8.323 1181 1187 1202 rVVW 164652 278402 19.70%  2.225%
26 8.439 1202 1206 1211 rVVe6 2664 5658 0.40% 0.045%
27 8.506 1212 1217 1224 rVV7 2118 5285 0.37% 0.042%
28 8.646 1234 1240 1255 rVB 746671 1155820 81.80% 9.235%
29 8.909 1279 1283 1285 rBV2 4763 6114 0.43% 0.049%
30 8.951 1285 1290 1305 rVV 114625 190833 13.51% 1.525%
31 9.104 1311 1315 1320 rVvv4 1415 2227 0.16% 0.018%
32 9.158 1320 1324 1329 rVWV4 1820 2810 0.20% 0.022%
33 9.274 1337 1343 1350 rVB3 18955 32749 2.32% 0.262%
34 9.390 1356 1362 1364 rBV 138864 215301 15.24% 1.720%
35 9.421 1364 1367 1378 rVB 238015 416777 29.50%  3.330%
36 9.616 1393 1399 1404 rBV 34794 55008 3.89% 0.440%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 9.756 1415 1422 1427 rVB3 9012 16881 1.19% 0.135%
38 9.829 1428 1434 1438 rBV4 6831 16310 1.15% 0.130%
39 9.902 1442 1446 1451 rVB4 5302 8259 0.58% 0.066%
40 10.012 1456 1464 1466 rBV2 9120 16431 1.16% 0.131%
41 10.055 1466 1471 1487 rVB 800852 1113269 78.79%  8.895%
42 10.177 1487 1491 1499 rVB6 4436 8438 0.60% 0.067%
43 10.274 1503 1507 1510 rBV5 5253 9493 0.67% 0.076%
44 10.359 1517 1521 1526 rBV3 15286 20700 1.47% 0.165%
45 10.457 1532 1537 1543 rBV2 11528 17771  1.26% 0.142%
46 10.536 1546 1550 1551 rBV2 1810 1858 ©0.13% 0.015%
47 10.585 1551 1558 1566 rVB4 10172 21360 1.51% 0.171%
48 10.670 1566 1572 1575 rBv4 5901 11444 0.81% 0.091%
49 10.780 1582 1590 1594 rBV 30778 48625 3.44% 0.389%
50 10.896 1605 1609 1614 rVB 26325 37290 2.64% 0.298%
51 10.951 1614 1618 1622 rVB5 5739 9033 0.64% 0.072%
52 11.000 1623 1626 1628 rBvV3 5033 5845 0.41% 0.047%
53 11.030 1628 1631 1634 rVB3 6428 7006 0.50% 0.056%
54 11.085 1634 1640 1643 rBV3 14135 20920 1.48% 0.167%
55 11.201 1650 1659 1670 rBV 447476 727680 51.50% 5.814%
56 11.329 1675 1680 1685 rBV4 9193 18680 1.32% 0.149%
57 11.432 1694 1697 1700 rBvV3 9289 10863 0.77% ©0.087%
58 11.475 1701 1704 1709 rVB 38686 50138 3.55% 0.401%
59 11.634 1727 1730 1734 rVB2 8391 9985 0.71% 0.080%
60 11.682 1734 1738 1740 rBV4 7820 9236 0.65% 0.074%
61 11.713 1740 1743 1747 rBV 56259 69541 4.92% 0.556%
62 11.841 1759 1764 1765 rBV5 6080 9060 0.64% 0.072%
63 11.890 1769 1772 1777 rVV5 18830 30117 2.13% 0.241%
64 11.945 1778 1781 1784 rVV4 9887 15068 1.07% 0.120%
65 11.975 1784 1786 1789 rVV4 9587 9814 0.69% 0.078%
66 12.024 1789 1794 1800 rVV 858706 1109278 78.51% 8.863%
67 12.073 1800 1802 1805 rVV3 11208 13896 ©0.98% 0.111%
68 12.103 1805 1807 1811 rVB5 10101 11197 ©0.79% ©0.089%
69 12.158 1811 1816 1825 rVB5 18348 38909 2.75% 0.311%
70 12.243 1826 1830 1833 rBV6 4959 10251 0.73% 0.082%
71 12.323 1838 1843 1849 rBV 854892 1081426 76.54% 8.641%
72 12.426 1856 1860 1864 rBV 61475 70420 4.98% 0.563%
73 12.463 1864 1866 1873 rVB6 15930 28210 2.00%  0.225%
74 12.560 1876 1882 1883 rBV6 9454 18489 1.31% 0.148%
75 12.682 1898 1902 1905 rBV5 20218 25985 1.84% 0.208%
76 12.761 1913 1915 1920 rVB4 9857 11870 0.84% 0.095%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMXLM@41823WMA.M
Title : VOC Analysis
77 12.816 1922 1924 1929 rVB5 11876 13279 0.94% 0.106%
78 12.890 1931 1936 1943 rVVW7 26154 58540 4.14% 0.468%
79 12.944 1943 1945 1946 rVV 5658 4809 0.34% 0.038%
80 12.975 1948 1950 1955 rVB4 14560 20387 1.44% 0.163%
81 13.042 1958 1961 1964 rBv4 10671 11422 0.81% 0.091%
82 13.146 1974 1978 1981 rBV6 6460 10990 0.78% 0.088%
83 13.268 1994 1998 2001 rBV 93783 112953 7.99% 0.903%
84 13.383 2013 2017 2020 rBV 60639 76016 5.38% 0.607%
85 13.676 2063 2065 2067 rBV3 11148 14082 1.00% 0.113%
86 13.706 2067 2070 2072 rVB3 21606 25788 1.83% 0.206%
87 13.798 2082 2085 2088 rVB2 29261 33670  2.38% 0.269%
88 13.841 2089 2092 2096 rVB2 24529 30550 2.16% 0.244%
89 14.036 2121 2124 2128 rVB 76064 84100 5.95% 0.672%
990 14.103 2132 2135 2138 rBV4 16192 22096 1.56% 0.177%
91 14.133 2138 2140 2144 rVB3 14695 16606 1.18% 0.133%
92 14.615 2216 2219 2221 rBV 18637 22189 1.57% 0.177%
93 14.725 2234 2237 2238 rBV2 7634 8424 0.60% 0.067%
94 14.755 2239 2242 2245 rVB 41158 42799 3.03% 0.342%
95 14.883 2260 2263 2267 rVB 23409 28603 2.02% 0.229%
96 15.035 2286 2288 2292 rBV2 7677 11054 ©.78% ©.088%
97 15.133 2300 2304 2308 rBV 32002 40454  2.86% ©.323%
98 15.487 2358 2362 2367 rBV3 18102 28763 2.04%  0.230%
99 15.645 2384 2388 2397 rVB2 31800 56523 4.00% 0.452%
100 16.273 2487 2491 2492 rBV4 5445 7190 0.51% 0.057%
Sum of corrected areas: 12515194
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX035319.D\data.ms
800000

700000

600000

500000 5.964

400000
300000 2288

200000 5.056

4.482
22182 3.428 5.306 5.549

0" T\’T\H\‘HH‘\H\."HH‘\H\‘HH‘HH‘HH‘HH‘\ fro T (L L B I I B

Time--> 1.20 1.40 1.60 1.80 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
Abundance TIC: VX035319.D\data.ms

100000

10.055
800000 8.646

700000

600000

500000 11.201

6.756
400000

300000 7.305

9.421

200000 8.323

100000

8.951
1366 7.0130814\ 7.482 7.775.957 822688306 8.%@993@28%7 %Q@J RIS T 1N EES
T ‘ T ‘Y—Y—Y’—‘_Y_F‘ T T ‘ T T T T T T T T T ‘ T T T T ‘ T

: ) i :
Time--> 6.50 7.00 7.50 8.00

|
8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX035319.D\data.ms
12.024 12.323

800000

700000

600000

500000

400000

300000

200000

100000

2851y

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

33 .
15.48%.645 16.273

0=

Time-->

SFAMXLMO41823WMA.M Tue May 02 14:00:06 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.713 3.13 ug/L 69541 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 87
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
3 Decane, 4-methyl- 156 C11H24 002847-72-5 80
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 72
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72

Abundance Scan 1743 (11.713 min): VX035319.D\data.ms (-1740) (- m/z 71.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.426 3.17 ug/L 70420 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 87
3 Undecane 156 C11H24 001120-21-4 81
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 80
5 Dodecane 170 C12H26 000112-40-3 80

Abundance Scan 1860 (12.426 min): VX035319.D\data.ms (-1856) (- m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Cyclic12.890 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.890 2.64 ug/L 58540 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 49
2 Cyclohexane, (3-methylpentyl)- 168 C12H24 061142-38-9 47
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 46
4 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 46
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 43
Abundance Scan 1936 (12.890 min): VX035319.D\data.ms (-1931) (- m/z 57.00 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 5.09 ug/L 112953 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 93
3 Dodecane 170 C12H26 000112-40-3 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86

Abundance Scan 1998 (13.268 min): VX035319.D\data.ms (-1994) (- m/z 57.10 100.00%
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0 H““$ﬂ1uﬂﬂu‘wiww“JH“H“““‘H“‘J“‘ m/z 43.10 78.80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0

5000 — e
85.0 13.00 13.50

m/z 71.05 55.69%

29.0
\Uu A 4120 o 1700
mi/z--> 60 80 100 120 140 160
Abundance #45481: Dodecane
57.0
S

o

13.00 13.50
5000 m/z 41.05 42.12%
85.0
29.0
‘ ‘ 1130 1410 1700
0 ***\*M**\\**m\*”"MM**w\**”*\”**\”‘**\**“*\
m/z--> 20 40 60 80 100 120 140 160

Abundance #45480: Dodecane T T
57.0 13.00 13.50

m/z 85.10 37.81%

5000
85.0
29.0 170.0
112.0 .
0 w m Lo =P 1410 \ dia S

m/z--> 40 60 80 100 120 140 160 13.00 13.50

SFAMXLMO41823WMA.M Tue May 02 14:00:10 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.383 3.43 ug/L 76016  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 72
Abundance Scan 2017 (13.383 min): VX035319.D\data.ms (-2013) (- m/z 57.10 100.00%
57.1
= =
‘ L 7. 98\1 140.3 1842 200 13.50
btk 789 12102403 8RS myz 71.10 38.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 ol e
13.00 13.50
m/z 43.10 32.62%
20.0 H 98.0
O\\‘\H‘\\“‘\\\‘\“\\“}7\9‘.9\\\““\\1‘\’\\\]-\4"1\.\0\\‘\\\\]-‘8\4.;0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
= e
13.00 13.50
5000 m/z 41.05 23.47%
29.0
98.0
0 ‘ | 790 | | 1410 169.0
H“‘H““w“‘w‘“‘_“‘,H“‘H““H““
m/z--> 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.10 15.27%
5000
ool 780 T 1410 1690 o Wl W W
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\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.036 3.79 ug/L 84100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 2124 (14.036 min): VX035319.D\data.ms (-2121) (] ' m/z 57.10 100.00%
57.1

%

5000 85.0
14.00
113.2 184.2
N E— ‘Hu Aog M2 852 18422071 s 00 76.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 —— |
85.0 14.00
29.0 m/z 71.10 65.71%
\‘ ‘\ | ) 411830 1410 184.0
O\\\‘\\\\‘}\\\‘\\\\“!\\!“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
T \
14.00
5000 m/z 41.10 40.17%
29.0 85.0
“ I 112.0 141.0 184.0
0 "w‘H‘_‘H“‘m‘_‘H‘H‘“mH‘HHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane T ‘
57.0 14.00
m/z 85.05 40.09%
5000 85.0
29.0
o"w““"“"‘H"J‘:‘ulu“““1‘1&?““1“1"1‘9“‘1599‘“1‘9‘?‘0“‘ i\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample : 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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 1-(3-Methylbutyl)-2,3,6-tri... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.645 2.55 ug/L 56523 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Methylbutyl)-2,3,6-trimethy... 190 C14H22 084651-14-9 97
2 1-(3-Methylbutyl)-2,3,4-trimethy... 190 C14H22 167997-59-1 96
3 Benzene, 1-(2,2-dimethylpropyl)-... 190 C14H22 056666-87-6 87
4 Benzene, 1-isopentyl-2,4,5-trime... 190 C14H22 010425-90-8 76
5 2-Isopropenyl-3-methylpyrazine 134 C8H1ON2 145984-65-2 58
Abundance Scan 2388 (15.645 min): VX035319.D\data.ms (-2384) (- m/z 133.00 100.00%
133.0
5000
105.1 190.2 STAS AR
410 77000 ‘ 15.50 16.00
o‘HH‘,m,w,m:u,u‘m‘s‘u“wmm‘w_m_wz?‘?nlwWﬁ?}n‘ m/z 134.15  62.06%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #64893: 1-(3-Methylbutyl)-2,3,6-trimethylbenzene
133.0

5000 b A A
15.50 16.00
190.0 m/z 119.00  23.35%
55.0 911'0 ‘
O‘\H\’\\‘\“\"\‘\\\m’\\V\"{“\\uh“\{‘w‘\‘\“H\‘HH‘H‘H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200 220240260280
Abundance  #64894: 1-(3-Methylbutyl)-2,3,4-trimethylbenzene
133.0
T T
15.50 16.00
5000 m/z 190.15 23.02%

190.0

63.0 90

W byl
P e
m/z--> 20 40 60 80 100120140160180200220240260280 M
Abundance #64912: Benzene, 1-(2,2-dimethylpropyl)-2,4,5-trimethyl-| | Lamd ) La ‘/\M ;

o

133.0 15.50 16.00
m/z 105.10 14.80%
5000
57.0 190.0
20.0 91.0 ‘
O ettt il e b o e
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042623\
Data File : VX@35319.D

Acqg On : 26 Apr 2023 17:30

Operator : JC/MD

Sample 1 02479-12ME

Misc : 5.08g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 11.713 3.1 ug/L 69541 3 12.024 1109280 50.0
(DEL) Alkane: S.. 12.426 3.2 ug/L 70420 3 12.024 1109280 50.0
(DEL) Alkane: C.. 12.890 2.6 ug/L 58540 3 12.024 1109280 50.0
(DEL) Alkane: S.. 13.268 5.1 wug/L 112953 3 12.024 1109280 50.0
(DEL) Alkane: S.. 13.383 3.4 ug/L 76016 3 12.024 1109280 50.0
(DEL) Alkane: S... 14.036 3.8 ug/L 84100 3 12.024 1109280 50.0
1-(3-Methylbuty... 15.645 2.5 ug/L 56523 3 12.024 1109286 50.0
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