LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : 07 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  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\SFAMXLM100721WMA.M
Title : VOC Analysis

Signal : TIC: VX@24654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 22 28 32 rBV3 8413 17206 1.81% 0.193%
2 1.368 42 46 56 rVB 91185 115155 12.13% 1.289%
3 1.593 706 83 84 rBV7 6481 18434 1.94%  0.206%
4 1.630 85 89 90 rw 26541 31373 3.31% 0.351%
5 1.648 990 92 106 rVB 35310 56798 5.98% 0.636%
6 2.270 186 194 205 rVB 182533 285358 30.07%  3.195%
7 2.380 207 212 214 rBV2 3856 5438 ©.57% 0.061%
8 2.733 265 270 273 rW 2682 5163 ©.54% 0.058%
9 2.776 273 277 285 rVB4 4577 9510 1.00% 0.106%
106 3.069 318 325 329 rBV5S 946 2019 0.21% 0.023%
11  3.416 377 382 387 rW3 1479 2645 0.28% 0.030%
12 4,282 521 524 530 rVB4 827 1764 0.19% 0.020%
13 4.520 551 563 581 rBV2 41659 208008 21.92%  2.329%
14 5.068 640 653 669 rBV 118349 372790 39.28% 4.174%
15 5.379 694 704 713 rBV2 8164 25127 2.65% 0.281%
16 5.818 768 776 778 rBV5 886 1967 0.21% 0.022%
17 5.971 789 801 816 rBvV2 341417 949065 100.00% 10.626%
18 6.373 855 867 883 rBV6 4796 18087 1.91% 0.203%
19 6.611 898 906 911 rVB4 2114 4859 0.51% 0.054%
20 6.763 922 931 944 rBV 255686 616179 64.92% 6.899%
21 7.123 981 990 1001 rBV 43611 103269 10.88% 1.156%
22 7.220 1001 1006 1012 rVvV2 2318 4748 0.50% 0.053%
23 7.312 1013 1021 1040 rVB 187875 431196 45.43% 4.828%
24 7.769 1091 1096 1102 rVV3 1241 2495 0.26% ©0.028%
25 7.964 1119 1128 1135 rBV7 2154 5869 0.62% 0.066%
26 8.275 1174 1179 1182 rVVv4 1684 2934 0.31% 0.033%
27 8.330 1182 1188 1199 rVV 119155 198425 20.91% 2.222%
28 8.440 1201 1206 1209 rBV4 1138 1765 ©0.19% 0.020%
29 8.598 1225 1232 1234 rBV4 2652 4490 0.47% 0.050%
30 8.653 1234 1241 1248 rVV 501239 794430 83.71%  8.895%
31 8.720 1248 1252 1257 rVvV2 12393 22039 2.32% 0.247%
32 8.763 1257 1259 1267 rVB3 2693 4249 0.45% 0.048%
33 8.842 1270 1272 1278 rVB2 1418 1892 0.20% 0.021%
34 8.915 1278 1284 1286 rBvV3 2329 3928 0.41% 0.044%
35 8.952 1286 1290 1299 rVB 87452 138133 14.55% 1.547%
36 9.104 1312 1315 1320 rVB3 1008 1971 0.21% 0.022%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : 07 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  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\SFAMXLM100721WMA.M
Title : VOC Analysis
37 9.275 1339 1343 1349 rBV3 8026 11895 1.25% 0.133%
38 9.403 1356 1364 1377 rBV 267418 479599 50.53% 5.370%
39 9.513 1377 1382 1385 rBV6 1716 3242 0.34% 0.036%
40 9.561 1387 1390 1395 rVB3 3437 4847 0.51% 0.054%
41  9.616 1395 1399 1405 rBvV2 4571 7740 0.82% 0.087%
42 9.763 1417 1423 1429 rBV5 1856 2686 0.28% 0.030%
43 9.830 1429 1434 1439 rBv4 2811 5758 0.61% 0.064%
44  9.903 1443 1446 1451 rVB3 2552 3512 ©@.37% 0.039%
45 10.012 1456 1464 1466 rBV2 3158 4894 0.52% 0.055%
46 10.061 1466 1472 1478 rBV 496901 725262 76.42% 8.120%
47 10.195 1488 1494 1499 rBV4 2159 4527 0.48% 0.051%
48 10.305 1509 1512 1518 rVB3 7296 12156 1.28% 0.136%
49 10.360 1518 1521 1528 rVB3 5722 8169 0.86% 0.091%
50 10.458 1533 1537 1544 rVB3 2401 3932  0.41% 0.044%
51 10.592 1551 1559 1564 rBV6 5398 10663 1.12% 0.119%
52 10.646 1565 1568 1571 rBV 3301 4957 0.52% 0.056%
53 10.781 1582 1590 1595 rBV4 17352 27888 2.94% 0.312%
54 10.860 1595 1603 1606 rBV6 7526 13018 1.37% 0.146%
55 10.896 1606 1609 1614 rVB 14533 19927 2.10% 0.223%
56 10.957 1614 1619 1623 rBV5 3431 5913 0.62% 0.066%
57 11.006 1623 1627 1629 rBV4 2664 4304 0.45% 0.048%
58 11.031 1629 1631 1635 rvB2 4527 5421 ©.57% 0.061%
59 11.085 1635 1640 1643 rBvV3 7290 12545 1.32% 0.140%
60 11.122 1643 1646 1651 rVB5 10274 16353 1.72% 0.183%
61 11.201 1651 1659 1668 rBV 354771 512883 54.04% 5.742%
62 11.341 1678 1682 1685 rBV5 3552 5570 0.59% 0.062%
63 11.390 1686 1690 1694 rVVv4 6645 11153 1.18% 0.125%
64 11.433 1694 1697 1701 rVV3 11799 17898 1.89% 0.200%
65 11.482 1701 1705 1710 rVB2 24136 32534 3.43% 0.364%
66 11.616 1723 1727 1728 rBV3 6181 7390 0.78% 0.083%
67 11.683 1735 1738 1740 rBV3 5599 6953 0.73% 0.078%
68 11.719 1740 1744 1747 rW 37161 46799 4.93% 0.524%
69 11.750 1747 1749 1759 rVB3 25614 48095 5.07% 0.538%
70 11.841 1760 1764 1766 rBV2 7570 10675 1.12% 0.120%
71 11.896 1770 1773 1777 rVB3 16119 20945 2.21% 0.235%
72 11.945 1777 1781 1783 rBV4 10258 13850 1.46% 0.155%
73 11.976 1784 1786 1789 rVB3 10279 10423 1.10% 0.117%
74 12.024 1789 1794 1800 rBV 608165 762711 80.36%  8.540%
75 12.079 1800 1803 1805 rBV 10483 12460 1.31% 0.140%
76 12.104 1805 1807 1811 rVB3 12662 12677 1.34% 0.142%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : 07 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  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\SFAMXLM100721WMA.M
Title : VOC Analysis
77 12.158 1812 1816 1817 rBV2 9876 12108 1.28% 0.136%
78 12.250 1826 1831 1832 rBv4 10121 14927 1.57% 0.167%
79 12.323 1838 1843 1848 rBV 599574 767932 80.91% 8.598%
80 12.427 1857 1860 1863 rBV2 24900 26698 2.81% 0.299%
81 12.469 1864 1867 1873 rVBS5 21427 41138 4.33% 0.461%
82 12.555 1876 1881 1883 rBV5 11664 21863 2.30% 0.245%
83 12.689 1899 1903 1906 rBV2 28932 40025 4.22% 0.448%
84 12.817 1922 1924 1931 rVB5 18400 23846  2.51% 0.267%
85 12.896 1931 1937 1943 rBV5 28132 68387 7.21% 0.766%
86 12.951 1943 1946 1947 rBV2 9949 10852 1.14% 0.122%
87 13.042 1958 1961 1965 rVB3 16272 20447  2.15% 0.229%
88 13.146 1975 1978 1983 rVB5 8195 14746  1.55% 0.165%
89 13.213 1985 1989 1992 rBV3 16746 21537 2.27% 0.241%
90 13.268 1995 1998 2000 rBV2 30796 37952 4.00% 0.425%
91 13.390 2014 2018 2021 rBV 70218 90664 9.55% 1.015%
92 13.707 2067 2070 2073 rVB2 23183 24420 2.57% 0.273%
93 13.847 2089 2093 2098 rVB 56706 68508 7.22% 0.767%
94 14.042 2122 2125 2128 rVB 44408 47351 4.99% ©.530%
95 14.103 2133 2135 2138 rBV3 10762 10178 1.07% 0.114%
96 14.615 2216 2219 2222 rBV 33462 40282 4.24% 0.451%
97 14.756 2239 2242 2246 rBV 39048 45189 4.76% ©.506%
98 15.213 2314 2317 2325 rVB 24016 36847 3.88% 0.413%
99 15.493 2359 2363 2368 rVB3 23302 31714 3.34% 0.355%
100 16.377 2505 2508 2514 rVB4 8556 12848 1.35% 0.144%
Sum of corrected areas: 8931461
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX024654.D\data.ms
600000

500000

400000

5.971

300000

200000 2.270

5.068
100000 1.368

i 4.520
1.258| 15 380 2336 3.069 3.416 4282 /\__ 5.379 5.81

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: VX024654.D\data.ms
600000

o

500000 8.653 10.061

400000

11.201

300000
6.763 9.403

200000 7.312

8.330
100000 8.952

7.123
01373 6.611 220 7.7697.964 8.278.448.5 %Ase.lo@ﬂ %5616 9
e A e il B SeBE L SA AL s CESR BN R L s S 8 s :
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Abundance TIC: VX024654.D\data.ms
600000 12.024 12.823

500000

400000
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200000

100000
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O “; \ ‘ T “ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.469 2.70 ug/L 41138 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-amino-1-methyl-1,2-dihydropyri... 125 C5H7N30 001122-47-0 35
2 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 30
3 (1,2,4- Trimethylcyclohexyl)metha... 156 C10H200 1000499-03-8 28
4 2-Amino-4-hydroxy-6-methylpyrimi... 125 C5H7N30 003977-29-5 27
5 Cyclohexane, 2,4-diethyl-1- methyl- 154 C11H22 061142-70-9 25

Abundance Scan 1867 (12.469 min): VX024654.D\data.ms (-1864) (- m/z 125.10 100.00%

69.1 105.1 125.1
5000
41.1
e
12.50
(R “‘ ‘; m““ l H % | b ‘ 1521 h/z 1e5.10  92.78%
m/z--> 20 40 100 120 140
Abundance #12287: 4-am|no-1-methyl-l,2-d|hydropyrimidin-2-one
125.0
5000 T /\\ i [\“\ \A(
42.0 83.0 12.50
' m/z 69.10 83.78%
67.0 ‘
O \\\‘2\6{\0 ‘ HH ‘M‘\\“}\\!“].\0\%\'0\‘“\\\‘\\\\
m/z--> 20 80 100 120 140
Abundance #12280. 2—Am|no—4—hydroxy—6—methy|p rimidine
125.0
P
12.50
5000 m/z 55.00 63.92%
97.0
43.0
o
ob——r— HM;“M“W““M““ e
miz-> 20 40 60 80 100 120 140
Abundance #33006: (1,2,4-Trimethylcyclohexyl)methanol (isomer 1) T
69.0 125.0 12.50
m/z 83.10 34.59%
5000
41.0
109.0
0 ““““JM“H “H“W“‘?“‘M‘ | B —
mlz--> 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.689 2.62 ug/L 40025 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
3 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
5 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 53

Abundance Scan 1903 (12.689 min): VX024654.D\data.ms (-1899) (- m/z 71.10 100.00%
7

1.1
43.1
5000
97.2 T IR
127.2
\h “ | ‘ ‘155.1 12.50 13.00
0! TR S 1 PR S i m/z 57.10  84.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59040: Dodecane, 4-methyl-
430 710
5000 —r— —
12.50 13.00
m/z 43.10 75.25%
‘ 99.0 141.0
O\:L\S\.(‘)\‘\‘\\“M\\h“\\w\“1‘\\\h“\\‘}‘\‘\\\\U\\\\‘l\e\g\.\o‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
—— —
12.50 13.00
5000 85.0 ITI/Z 41.00 50.33%
29.0
112.0 141.0
S O s A LYY
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59073: Undecane, 4,8-dimethyl- — —
43.0 12.50 13.00
m/z 85.10 47.27%
71.0
5000
99.0 141.0
olozso I L L% T teao Ml Wl
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.896 4.48 ug/L 68387 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclopentanediol, 3-methyl- 116 C6H1202 027583-37-5 42
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 38
3 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 38
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 35
5 Cyclohexanol, 2,4-bis(1,1-dimeth... 212 C14H280 055030-25-6 35

Abundance Scan 1937 (12.896 min): VX024654.D\data.ms (-1931) (- m/z 57.10 100.00%
57.1

5000
83.1

i

[ T
39 ‘ 112.0 154.2 12.50 13.00
e e “~w‘ﬂﬂ_uw“m“w‘:‘h“‘w m/z 41.10  40.24%

miz--> 20 40 60 100 120 140 160
Abundance #9274: 1,2- Cyclopentanedml 3-methyl-
57.0

o

5000 “ ——
12.50 13.00
m/z 55.10 36.29%
29.0 k ‘
O\\\‘\‘H“ “ h‘h\\‘\\\\“\\1\1\6‘0\\\\‘\\\\‘\\\\
m/z--> 100 120 140 160
Abundance #45491.Undecane,64neﬂwL
57.0
— —
12.50 13.00
5000 m/z 83.10 32.88%
98.0
29.0
obd 700 | 1260 1700
m/z--> 20 40 60 80 100 120 140 160
Abundance #22093: Octane, 2,3-dimethyl- — —
57.0 12.50 13.00

m/z 43.10  28.34%

5000
98.0
29.0 ‘
Ll 1o | 142.0

O vy A R SSE — —
miz--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.390 5.94 ug/L 90664 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 95
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 83
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 64

Abundance Scan 2018 (13.390 min): VX024654.D\data.ms (-2014) (-  m/z 57.10 100.00%
57.1

98.2 ‘ T T ‘ T
H ‘ 1411 169.3 13.00 13.50
bt b 799 ) 147.0 1411 1693 .00 71 95 43.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 i R
13.00 13.50
200 98.0 m/z 43.10 39.48%
O\\‘\u‘\\“‘\\\‘HU‘\‘\H?\Q‘.Q\\\““\\U\‘\\}\4‘1\.\0\\‘\\\\]-‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
— —r
13.00 13.50
5000 m/z 41.18  27.94%
29.0
‘ 98.0
bl i dra9 L aeto 1600
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl- — —
57.0 13.00 13.50
m/z 56.05 17.47%
5000
O e 789 1T 1410 1600 o T T
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\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 Sulfurous acid, 2-ethylhexy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.847 4.49 ug/L 68508 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 72
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 72
3 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 64
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64
5 2-Bromo-6-methylheptane 192 C8H17Br 004730-24-9 59

Abundance Scan 2093 (13.847 min): VX024654.D\data.ms (-2089) (- m/z 57.05 100.00%
57.0

5000

3

113.2 I

v ‘
84.0 13.50 14.00
"H‘Wmuk_JMWN‘HM;ﬂywHw‘_%éﬁ%}Z??EQ%Q“ m/z 71.10  92.00%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

o

=

5000 — e
13.50 14.00
m/z 43.10 56.99%
29.0 ‘ ‘ 85.0 113.0 /
O‘\‘\‘\\“‘\\\!“}\“}\“}‘\\\“‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
— —
13.50 14.00
5000 m/z 41.00 33.21%
112.0
okl WM 1 80 ] 13301550 1830
R A B b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217149: Oxalic acid, bis(2-ethylhexyl) ester — ——
57.0 13.50 14.00
m/z 56.00 23.03%
5000
29.0 112.0
0
O bl bbb e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.042 3.10 ug/L 47351  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tridecane 184 C13H28 000629-50-5 87
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 2125 (14.042 min): VX024654.D\data.ms (-2122) (- m/z 57.05 100.00%
57.0

. . M
14.00 |
112.1 184.3 :
o“W‘H‘Umﬁhnﬂ‘_‘kuxwwm‘ﬁ§%fu‘W‘H‘_‘H‘H“ m/z 43.10  74.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 T T
14.00
29.0 m/z 71.10 64.47%
“ ‘ ‘ “ | ‘112 .0 141.0 184.0
O\\\‘\\\\‘}\\"\\\\“\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane
57.0
T T \
14.00
5000 ITI/Z 85.10 42.48%
29.0 85.0
EDT TP
0 m_m‘mu“uu_mwwmwuwHHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T ‘
57.0 14.00
m/z 41.00 42.15%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ 11 141 0.169.0 197.0 226 0
“ ‘mwm_m‘mwm‘mwuH‘mwm ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.615 2.64 ug/L 40282 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 59
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 52
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 50
5 Octacosane 394 C28H58 000630-02-4 49

Abundance Scan 2219 (14.615 min): VX024654.D\data.ms (-2216) (- m/z 57.10 100.00%
57.1

112.1 ‘14‘50‘ ‘ZI.S‘OO‘
Ol w;Hl L pee0l8001831 D e 89.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 — v
85.0 14.50 15.00
m/z 43.05 59.11%
29.0 127.0
O\ TTT ‘ \‘M{ \“‘{ T \‘ “ \H‘l T “1‘\ T }““ TT U\ ‘ \“\ TT ‘ \:L\E\)\s-‘(\)\ \]_\8‘§-\(\)\ ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
—— —
14.50 15.00
5000 ITI/Z 41.05 45.12%
85.0
29.0
bl L L 199 00 1680 1070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- T —
57.0 14.50 15.00
m/z 85.10 39.32%
h | \/M/\/U\M
113.0
ol b A0 | pa20 e s
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_X\Data\VX100721\
Data File : VX024654.D

Acqg On : @7 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.756 2.96 ug/L 45189 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octacosane 394 (C28H58 000630-02-4 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2242 (14.756 min): VX024654.D\data.ms (-2239) (- m/z 57.10 100.00%
57.1

— —
| H 137, 179.1 14.50 15.00
oLk w“w‘““‘““‘ T A — m/z 43.10  72.38%
m/z--> 50 100 150 200 250 300 350
Abundance #74006: Tetradecane
57.0
5000 — —
14.50 15.00
m/z 71.10  65.59%
LLLLE 30 1000
O\\\“‘ \‘\“\“\\i‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— —
14.50 15.00
5000 ITI/Z 41.10 43.11%
ol ‘L‘ u‘\‘ | \‘ | 141.0183.0225.0267.0309.0 367.0 HWJ\/\M\/\M
L e e A B L R
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 14.50 15.00
m/z 85.10  38.42%
h MWJLM
ol il H | 1419183 02250 281.0 337.0 394.
o “““‘“““““““““““““ —— —
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100721\
Data File : VX024654.D

Acqg On : 07 Oct 2021 18:34

Operator : JC/MD

Sample : M4001-10ME

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM100721WMA.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|
unknown-01 12.469 2.7 ug/L 41138 3 12.024 762711 50.0
(DEL) Alkane: S... 12.689 2.6 ug/L 40025 3 12.024 762711 50.0
unknown-02 12.896 4.5 ug/L 68387 3 12.024 762711 50.0
(DEL) Alkane: S... 13.390 5.9 ug/L 90664 3 12.024 762711 50.0
Sulfurous acid,... 13.847 4.5 ug/L 68508 3 12.024 762711 50.0
(DEL) Alkane: S... 14.042 3.1 ug/L 47351 3 12.024 762711 50.0
(DEL) Alkane: S... 14.615 2.6 ug/L 40282 3 12.024 762711 50.0
(DEL) Alkane: S... 14.756 3.0 ug/L 45189 3 12.024 762711 50.0
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