LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25577.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 22 25 27 rBV 3507 4605 1.33% 0.138%
2 1.368 43 46 53 rVB 36554 41681 12.01% 1.246%
3 1.648 89 92 98 rvB 21297 25447 7.33% 0.761%
4 1.709 99 102 107 rVB2 8692 9574 2.76%  0.286%
5 2.276 189 195 206 rBV 64306 112489 32.42%  3.364%
6 2.745 263 272 275 rBV5S 1888 4355 1.26% 0.130%
7 2.953 297 306 319 rBV 4719 13751 3.96% 0.411%
8 3.075 319 326 332 rVB3 2544 5461 1.57% 0.163%
9 3.428 377 384 389 rBV4 1138 2508 0.72% 0.075%
10 4.282 516 524 534 rVB2 4499 12444 3.59% 0.372%
11 4.495 548 559 587 rBV 14849 73110 21.07% 2.186%
12 5.068 641 653 674 rBvV 41292 138770 39.99% 4.150%
13 5.458 708 717 729 rVW4 5924 19906 5.74% 0.595%
14 5.611 736 742 750 rVW4 1843 4919 1.42% 0.147%
15 5.818 768 776 785 rVB5 1711 5102 1.47% 0.153%
16 5.970 790 801 819 rBV2 119410 346992 100.00% 10.377%
17 6.153 823 831 839 rVB6 1867 5675 1.64% 0.170%
18 6.251 840 847 855 rVB7 1859 4955  1.43% 0.148%
19 6.354 855 864 877 rBV5 5175 18239 5.26% 0.545%
20 6.604 899 905 914 rVB4 1472 3103 0.89% 0.093%
21  6.763 922 931 946 rBV 82606 212491 61.24% 6.354%
22 7.129 983 991 999 rBV3 10292 23341 6.73% 0.698%
23 7.220 999 1006 1013 rBV5 1056 2421 0.70% 0.072%
24  7.312 1013 1021 1027 rBV 65847 154050 44.40% 4.607%
25 7.653 1072 1077 1083 rVB5 1448 3020 0.87% 0.090%
26 7.769 1091 1096 1103 rVB4 2280 4502 1.30% 0.135%
27 7.952 1121 1126 1133 rVB5 2875 5203 1.50% 0.156%
28 8.183 1157 1164 1168 rVV5 672 1267 ©.37% 0.038%
29 8.275 1174 1179 1182 rVV2 2046 3214 0.93% 0.096%
30 8.330 1182 1188 1196 rVB 34798 64026 18.45% 1.915%
31 8.433 1201 1205 1210 rBV4 997 1735 0.50% 0.052%
32 8.598 1227 1232 1235 rBV3 5090 9850 2.84% 0.295%
33 8.653 1235 1241 1248 rVW 169743 286934 82.69%  8.581%
34 8.720 1248 1252 1257 rVB 13124 19587 5.64% 0.586%
35 8.909 1278 1283 1286 rBV 2913 4062 1.17% 0.121%
36 8.958 1286 1291 1304 rVB2 24707 49105 14.15% 1.468%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis
37 9.104 1309 1315 1321 rVB4 2000 3182 ©.92% 0.095%
38 9.275 1337 1343 1349 rBV 44960 67752 19.53% 2.026%
39 9.403 1356 1364 1376 rBV 93748 161769 46.62% 4.838%
40 9.512 1378 1382 1386 rVB4 2317 3628 1.05% 0.108%
41  9.561 1386 1390 1395 rBV 7479 10187 2.94% 0.305%
42 9.616 1395 1399 1403 rBV 8494 12781 3.68% 0.382%
43 9.756 1419 1422 1427 rVB4 948 1416 0.41% 0.042%
44  9.823 1427 1433 1442 rVWV4 4161 7967 2.30% 0.238%
45  9.903 1442 1446 1451 rVV2 1466 2086 0.60% 0.062%
46 10.006 1459 1463 1466 rBV3 1019 1529 0.44% 0.046%
47 10.061 1466 1472 1478 rVV 163513 247698 71.38% 7.407%
48 10.128 1480 1483 1487 rVB3 1906 2586 ©.75% 0.077%
49 10.195 1489 1494 1499 rvV 5337 8013 2.31% 0.240%
50 10.305 1503 1512 1517 rWV 29073 45336 13.07% 1.356%
51 10.360 1517 1521 1528 rvv3 5038 7899  2.28% 0.236%
52 10.592 1552 1559 1563 rBV5 2303 4388 1.26% 0.131%
53 10.646 1563 1568 1580 rVB 22590 30335 8.74% 0.907%
54 10.780 1582 1590 1595 rVvB3 6348 11633 3.35% 0.348%
55 10.860 1595 1603 1606 rBV4 4598 7927 2.28% 0.237%
56 10.896 1606 1609 1615 rVvB2 4621 6266 1.81% 0.187%
57 10.969 1616 1621 1624 rBV 3644 5065 1.46% 0.151%
58 11.030 1629 1631 1635 rvB2 2079 2357 ©0.68% 0.070%
59 11.122 1642 1646 1653 rVB5 2855 4582 1.32% 0.137%
60 11.195 1653 1658 1668 rBV 125546 170714 49.20% 5.105%
61 11.305 1672 1676 1680 rBV 4065 5442 1.57% 0.163%
62 11.384 1685 1689 1694 rVB2 6253 9606 2.77% 0.287%
63 11.457 1694 1701 1702 rBV2 4489 5800 1.67% 0.173%
64 11.475 1702 1704 1710 rVB2 6889 8623  2.49% 0.258%
65 11.616 1722 1727 1734 rBV 5928 8009 2.31% 0.240%
66 11.713 1739 1743 1746 rBV 5617 7533 2.17% 0.225%
67 11.756 1746 1750 1760 rVB 17574 23285 6.71% 0.696%
68 11.860 1760 1767 1768 rBV4 1339 2342 0.67% 0.070%
69 11.896 1770 1773 1777 rVB 2475 2708 0.78% 0.081%
70 11.945 1777 1781 1783 rBV5 1919 2905 0.84% 0.087%
71 12.024 1789 1794 1800 rBV 206352 252965 72.90%  7.565%
72 12.091 1801 1805 1811 rVB 8997 12734 3.67% 0.381%
73 12.268 1832 1834 1837 rVV 2055 2379 0.69% 0.071%
74 12.323 1838 1843 1850 rVB 225362 272081 78.41%  8.136%
75 12.427 1855 1860 1864 rBV 10869 12776  3.68% 0.382%
76 12.469 1864 1867 1873 rVB4 2694 3965 1.14% 0.119%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  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\SFAMXLM112221WMA.M
Title : VOC Analysis
77 12.530 1874 1877 1880 rBV3 1940 2681 0.77% ©.080%
78 12.725 1905 1909 1913 rVV4 2111 3331 0.96% 0.100%
79 12.768 1913 1916 1919 rVB4 1481 1723 0.50% 0.052%
80 12.890 1932 1936 1939 rBVS 1507 2510 0.72% 0.075%
81 12.975 1946 1950 1957 rVB5 3651 5271 1.52% ©.158%
82 13.036 1957 1960 1965 rBV3 1320 2326 0.67% 0.070%
83 13.158 1975 1980 1983 rBV6 869 1609 0.46% 0.048%
84 13.268 1993 1998 2007 rBV2 11649 17857 5.15% 0.534%
85 13.384 2013 2017 2022 rBV 6178 7655  2.21% ©.229%
86 13.579 2046 2049 2054 rVB2 1497 1847 0.53% 0.055%
87 13.634 2054 2058 2061 rVB5 1048 1525 0.44% 0.046%
88 13.780 2077 2082 2088 rVB 21774 30307 8.73% 0.906%
89 13.847 2088 2093 2097 rBV2 8753 10777 3.11% 0.322%
990 14.042 2120 2125 2128 rBV 10280 12487 3.60% 0.373%
91 14.103 2132 2135 2138 rVV4 1938 2269 0.65% 0.068%
92 14.640 2215 2223 2227 rBV2 18418 27046 7.79% 0.809%
93 14.761 2238 2243 2244 rBV3 6443 8970 2.59% 0.268%
94 14.780 2244 2246 2253 rVB 19242 22897 6.60% 0.685%
95 14.847 2253 2257 2262 rBV6 1727 2367 ©0.68% 0.071%
96 15.213 2313 2317 2323 rVB5 3921 5428 1.56% 0.162%
97 15.267 2323 2326 2330 rVB4 1063 1484 0.43% 0.044%
98 15.487 2357 2362 2369 rBV6 3470 6863 1.98% 0.205%
99 15.615 2379 2383 2387 rBV2 3409 5091 1.47% 0.152%
100 15.847 2417 2421 2425 rVB3 1107 1552 0.45% 0.046%
Sum of corrected areas: 3344016
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025577.D\data.ms

200000

150000

5.970

100000

2.276

50000 1.368 5.068
1.648
709 4.495
1.240 2.7452.98075  3.428 4.282 54586115818 | 6.1625

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: VX025577.D\data.ms

o

200000

8.653 10.061

150000
11.195

100000 9.403
6.763

7.312

50000 6,330 9.27
o750 8958 10 305 10 646
7.129 :
o224 6.604 7220 | 7.683769.952 g #3315.4382 8.gﬁ@9.104 %?21} 9%’@0 ﬂél 360105 02213085
—= ACZ i

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10 00 10 50 11 00
Abundance TIC: VX025577.D\data.ms
12.024 12.523
200000
150000
100000
50000
13.780
11.756 14.640780
2.09 2.427 .84%4.042
Wb 1&5&@&02272@@&5;%%5&4 1/&03 14136847 1523815, ABIO1515.847
T T T T ‘ T T T T ‘ T ‘ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13. 00 13. 50 14 00 14.50 15.00 15. 50 16 00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic4.282 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.282 2.93 ug/L 12444 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 64
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
Abundance Scan 524 (4.282 min): VX025577.D\data.ms (-516) (-) m/z 56.10 100.00%
56.1
41.1
A
‘ 84.0 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\“\‘\\\‘\\\‘\\\\‘\\\\‘\1\\‘\\ m/z 41.19 58.7900
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 wu‘uur‘luu‘wm,l‘uu
4.00 4.20 4.40 4.60
m/z 69.10 48.04%
280 ‘ | ‘ 84.0
\\\‘\\\\‘]\-5\.(\)‘\\}H“\\\i}\‘\\\“\”‘\‘\\\‘}‘\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
A AEEmEE L S
4.00 4.20 4.40 4.60
5000 41.0 m/z 55.00  32.81%
84.0
18.027-0 68.0
L A
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl- T T T
56.0 4.00 4.20 4.40 4.60
m/z 39.10 26.06%
41.0
5000
69.0
27.0
‘ ‘ ‘ ‘ 84.0
‘Hl‘no"‘ﬁf(‘)_mH‘m;}“m‘uw M_m:‘mw!”w ‘ﬂ“[\ﬂ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic6.354 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.354 4.29 ug/L 18239 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 70
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 58
3 1-Heptene 98 C7H14 000592-76-7 58
4 1-Heptene 98 C7H14 000592-76-7 53
5 1-Heptene 98 C7H14 000592-76-7 53
Abundance Scan 864 (6.354 min): VX025577.D\data.ms (-855) (-) m/z 56.00 100.00%
56.0
41.1
70.1
5000
83.1
P AR mmEs ST
‘ ‘ 98‘ 6.00 6.20 6.40 6.60
\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\‘\"\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 55.09 68.4800
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 m
5000 L \‘\\\\‘\\\\’\\\\‘M\\\\‘\
27.0 6.00 6.20 6.40 6.60
98.0 m/z 41.10 68.01%
‘ ‘ 83.0 ‘
\\‘\\\\‘\\}1‘\\\}}\‘\\\“\‘1‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance /\
56.0 /\ /\
41.0 70.0 6.00 6.20 6.40 6.60
5000 m/z 70.10 60.43%
27.0 83.0 98.0
T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3702: 1-Heptene REEE T S0 RN
41.0 56.0 6.00 6.20 6.40 6.60
m/z 71.00 53.67%
29.0
5000 70.0
‘ 98.0
ase Al e L
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: Cyclic9.616 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.58 ug/L 12781  Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 64
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 50
4 p-Fluoroaniline 111 C6H6FN 000371-40-4 50
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 50
Abundance Scan 1399 (9.616 min): VX025577.D\data.ms (-1395) (-) m/z 111.10 100.00%
114.1
69.1
5000
410551 S P |
‘ 87'1 9.50 10.00
H‘\H\‘HH’H\\‘\H‘\‘H\‘\‘\\H‘H‘H‘HH’\H\‘\‘\H‘HH‘\H\‘HH’ m/z 69.16 69.0400
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
111.0
55.0
5000 - ”\/\“‘ —
9.50 10.00
41.0 m/z 55.10 30.41%
zro o 80970 | 12501400
H‘\H\‘HH’H\\‘\H\‘HH‘\\H‘HH‘HH’\H\‘HH‘HH‘\\H‘HH’
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance
69.0 111.0 /\ /\
\w/‘\ VA ol
9.50 10.00
55.0 m/z 41.05 27.40%
5000 41.0
83.0
270 97.0 126.0
T T
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- e f\A nA
111.0 9.50 10.00
69.0 m/z 56.00  19.23%
5000 41.0 950
270 ‘ ﬁ
m/z--> 20 30 40 50 60 70 80 90 100110120130140 9.50 10.00

SFAMXLM112221WMA.M Wed Dec 15 01:17:18 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.091 2.52 ug/L 12734 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1805 (12.091 min): VX025577.D\data.ms (-1801) (- m/z 105.10 100.00%
105.1
5000 120.0 J\
BLN ) W P
51.1 77.1 91.1 12.00
H_‘H‘HH‘H‘uu‘wbuuum‘_um_‘uﬂ‘H‘ML‘HMMH‘W m/z 120.00  50.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10691: Mesitylene
105.0
120.0 [L
5000 R R L
12.00
m/z 106.10  11.39%
39.0 77.0 91.0
H‘\\H‘H\r\‘\H\“‘HH“\‘\HG‘?\"\O\‘H\‘H‘HH“H\\‘\Hl\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance A A
105.0
I
120.0 12.00
5000 m/z 77.10 10.24%
39.0 63.0 77.0 91.0
H‘\\H‘H\.\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\ (\
Abundance #10692: Mesitylene ‘ h”‘ b ‘“‘A
105.0 12.00
m/z 91.10 9.94%
5000 1200
77.0
51.0 91.0 ﬂ [\ (\ (\ M
SN OVt OO OO O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.427 2.53 ug/L 12776  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 87
4 Undecane 156 C11H24 001120-21-4 86
5 Decane 142 C1OH22 000124-18-5 72
Abundance Scan 1860 (12.427 min): VX025577.D\data.ms (-1855) (- m/z 57.10 100.00%
57.1
5000
PR TZY AN P Y
3? H I | 1122 156.1 12.50
el Al T m/z 43.10 87.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000 weds g
85.0 1250
20.0 m/z 71.18 47.19%
o o 1%0
miin | 1l L
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance
57.0
LTI,
12 50
5000 m/z 41.10 46.97%
85.0
29.0
113.0 156.0
e T T e T
m/z--> 20 40 60 80 100 120 140 160 WM
Abundance #33079: Undecane
57.0 12 50
m/z 85.10 37.91%
5000 85.0
29.0
“ I 113.0 156.0 A
m_m‘ uHM‘_m”_m‘_m_m_ CE L L WAV U
m/z--> 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.268 3.53 ug/L 17857 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 94
3 Dodecane 170 C12H26 000112-40-3 90
4 Dodecane 170 C12H26 000112-40-3 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1998 (13.268 min): VX025577.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1
5000 85.1
wM bt e
| 1121 170.3 13.00 13.50
H\‘HH“H\”‘\‘\‘1\“‘1‘\\\‘”‘H\h\“\”\H‘HH‘H‘H‘ m/Z 43.10 89.1400
miz--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 J\M 2tk M
85.0 13.00 13.50
m/z 71.10 52.06%
29.0
. u20 19 1700
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160
Abundance
57.0
A ‘I\/\‘/\/\‘ ALy ‘/“"‘I\'\ . ‘M//
13.00 13.50
5000 m/z 41.05 39.28%
85.0
29.0
112.0 141.0 170.0
e e e e
m/iz--> 20 40 60 80 100 120 140 160 \MMM
Abundance #45481: Dodecane 7 —
57.0 13.00 13.50
m/z 85.10 38.22%
5000
85.0
29.0 ‘ J\
113.0 170.0
ST I O R PR PO NP
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 9 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.780 5.99 ug/L 30307 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C10H8 000275-51-4 91
3 Naphthalene 128 C10H8 000091-20-3 90
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 2082 (13.780 min): VX025577.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000
—— —
381 51.0 64.1 77.1 102.0 13.50 14.00
2B T bl m/z 127.100 10.66%
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance #13686: Naphthalene
128.0
5000 T 7
13.50 14.00
m/z 129.00 10.38%
51.0 64.0 77.0 10‘2-0 I
H‘HH’HH’HH"HH‘HH‘\M‘\‘HH‘HH“HH‘HH‘\H ‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance
128.0
—— —
13.50 14.00
5000 m/z 102.00 8.28%
51.0 102.0
27.0 640 770
T T T
m/z--> 20 30 40 50 60 70 80 90 100 110120130
Abundance #13683: Naphthalene T ——
128.0 13.50 14.00
m/z 126.10 6.44%
5000
51.0 64.0 770 102.0
H‘HH,H‘qQH‘p‘H‘M‘W‘MWM‘H‘H‘WWHW‘H‘_‘HMH‘W —r —L
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 13.50 14.00

SFAMXLM112221WMA.M Wed Dec 15 01:17:20 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 10 Naphthalene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.640 5.35 ug/L 27046  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
4 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
Abundance Scan 2223 (14.640 min): VX025577.D\data.ms (-2215) (- | m/z 142.05 100.00%
142.1
5000
115.0
—— —
\‘HH‘HH“HH‘H\.‘\‘H\H“‘\}‘H‘H\‘\“‘HH‘HH‘\‘\}\‘H\\‘\\HiH\‘\ m/Z 141.05 82.8400
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —r— —
115.0 14.50 15.00
m/z 115.00  35.53%
39.0 \6%'0 ! 89.0 L
L 1 I 1 | i 4
\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘ \H‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
142.0
T ‘ T \/\ ‘ T
14.50 15.00
5000 m/z 143.05 11.05%
115.0
37.0 51.0 71.0 89.0
T e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #22142: Naphthalene, 1-methyl- —— A ‘
142.0 14.50 15.00
m/z 139.00 10.09%
5000 115.0
39.0 ‘63‘-0 | 89.0
I 1l TV 1l il L
e ARaa=ata o A et e —— ——
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : 07 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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 11 Naphthalene, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.780 4.53 ug/L 22897 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
Abundance Scan 2246 (14.780 min): VX025577.D\data.ms (-2244) (| m/z 142.05 100.00%
142.1
5000
115.0
—— —
57.6 89.0 2071 14.50 15.00
‘HH“\\‘H“‘\‘\“\HM\‘\“H“HM‘\‘\‘HW\H\‘HH‘HH‘\‘\'\\ m/Z 141.00 84.2800
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — ——
115.0 14.50 15.00
m/z 115.00  35.57%
‘\\\\‘\5\0\‘0\“‘\7\]“.\"(\)‘\9\2\.9‘\\\‘}‘\\\\‘i‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
T ‘ T \/\ ‘ T
14.50 15.00
5000 m/z 139.05 15.60%
115.0
390 630 89.0
R B R e B e ma
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22144: Naphthalene, 1-methyl- — —
142.0 14.50 15.00
m/z 143.05 12.33%
5000
115.0
w00 TH0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025577.D

Acqg On : @7 Dec 2021 14:20

Operator : JC/MD

Sample : M4881-19ME

Misc : 3.86g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.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: C 4.282 2.9 ug/L 12444 1 6.763 212491 50.0
(DEL) Alkane: C 6.354 4.3 ug/L 18239 1 6.763 212491 50.0
(DEL) Alkane: C. 9.616 2.6 ug/L 12781 2 10.061 247698 50.0
Benzene, 1l-ethy... 12.091 2.5 ug/L 12734 3 12.024 252965 50.0
(DEL) Alkane: S... 12.427 2.5 ug/L 12776 3 12.024 252965 50.0
(DEL) Alkane: S... 13.268 3.5 ug/L 17857 3 12.024 252965 50.0
Azulene 13.780 6.0 ug/L 30307 3 12.024 252965 50.0
Naphthalene, 2-... 14.640 5.3 ug/L 27046 3 12.024 252965 50.0
Naphthalene, 1-... 14.780 4.5 ug/L 22897 3 12.024 252965 50.0
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