LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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@25634.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 28 rBV 3820 5856 ©0.78% 0.079%
2 1.374 43 47 57 rVB 67110 81325 10.86% 1.094%
3  1.544 68 75 76 rBvV2 2950 5157 ©.69% 0.069%
4 1.648 88 92 99 rVvB 42080 50434 6.74% 0.678%
5 1.709 99 102 108 rVB2 7735 8625 1.15% ©.116%
6 2.282 189 196 207 rBV 121438 213073 28.45% 2.866%
7 2.751 265 273 274 rBV3 3124 5582 0.75% 0.075%
8 2.794 275 280 286 rVB3 8709 18781 2.51% 0.253%
9 2.953 297 306 320 rBV 9796 29309 3.91% 0.394%
106 3.075 320 326 335 rVB 5412 12838 1.71% 0.173%
11 4.288 516 525 535 rVB 10828 30384 4.06% 0.409%
12 4.501 549 560 583 rBv2 26702 132747 17.73% 1.785%
13 5.068 640 653 668 rBV 71712 245465 32.78%  3.302%
14 5.464 707 718 731 rVW5 10932 39670 5.30% 0.534%
15 5.605 731 741 751 rVB5 3461 11040 1.47% 0.148%
16 5.824 767 777 787 rBV6 3872 13067 1.75% 0.176%
17 5.970 790 801 822 rBV2 216483 637344 85.11% 8.572%
18 6.153 822 831 840 rBv4 5794 16391 2.19% 0.220%
19 6.251 841 847 854 rVB3 4909 11871 1.59% 0.160%
20 6.354 854 864 874 rBV5 10953 32664 4.36% 0.439%
21 6.604 897 905 915 rVB2 3400 8862 1.18% ©0.119%
22 6.763 922 931 948 rBV 135395 351860 46.99% 4.733%
23 7.129 981 991 1003 rBV 331733 748815 100.00% 10.072%
24  7.312 1012 1021 1027 rBV 121160 281958 37.65%  3.792%
25 7.379 1027 1032 1042 rVB 69395 157113 20.98%  2.113%
26 7.653 1071 1077 1083 rBV3 4821 9479 1.27% 0.127%
27 7.775 1090 1097 1103 rBV 6797 13171 1.76% 0.177%
28 7.952 1117 1126 1134 rBV4 7620 15167 2.03% 0.204%
29 8.275 1174 1179 1182 rBV3 6520 10569 1.41% 0.142%
30 8.330 1182 1188 1202 rVB 76154 136954 18.29%  1.842%
31 8.598 1226 1232 1234 rBV2 10795 17974  2.40%  0.242%
32 8.653 1234 1241 1248 rVV 321120 548476 73.25% 7.377%
33 8.720 1248 1252 1258 rW 40482 67279 8.98% 0.905%
34 8.769 1258 1260 1265 rvv3 6477 8923 1.19% 0.120%
35 8.817 1265 1268 1270 rvv3 3794 5447 0.73% 0.073%
36 8.848 1270 1273 1279 rVB3 6321 9704 1.30% 0.131%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 8.915 1279 1284 1286 rBV 7356 10759 1.44% 0.145%
38 8.958 1286 1291 1302 rVB2 50838 104262 13.92% 1.402%
39 9.275 1338 1343 1350 rVB2 11828 18524 2.47% 0.249%
40 9.403 1354 1364 1376 rBV 177351 309383 41.32% 4.161%
41  9.512 1376 1382 1386 rBV6 4887 8384 1.12% 0.113%
42 9.561 1386 1390 1395 rVB 14115 20691 2.76% 0.278%
43  9.616 1395 1399 1405 rBV 12831 22608 3.02% 0.304%
44  9.817 1427 1432 1442 rBV4 10422 18692 2.50% 0.251%
45  9.903 1442 1446 1451 rVB2 4101 6173 ©0.82% 0.083%
46 10.006 1457 1463 1466 rBV3 3598 6099 0.81% 0.082%
47 10.061 1466 1472 1479 rVV 280003 414784 55.39% 5.579%
48 10.128 1479 1483 1489 rVB3 4704 7841 1.05% 0.105%
49 10.195 1489 1494 1500 rBV 13378 19890 2.66% 0.268%
50 10.305 1500 1512 1517 rBV 57137 92122 12.30% 1.239%
51 10.360 1517 1521 1530 rVB2 16602 25667 3.43% 0.345%
52 10.585 1550 1558 1563 rBV5 4538 10085 1.35% 0.136%
53 10.646 1563 1568 1576 rVB 59491 81243 10.85% 1.093%
54 10.780 1582 1590 1596 rBV4 16652 31275 4.18% 0.421%
55 10.860 1596 1603 1606 rvv2 11195 18506 2.47%  0.249%
56 10.896 1606 1609 1614 rVB 9516 13305 1.78% 0.179%
57 10.963 1614 1620 1624 rBV 14967 21900 2.92% 0.295%
58 11.122 1642 1646 1652 rVB4 6657 12568 1.68% 0.169%
59 11.195 1652 1658 1668 rBV 225480 316059 42.21% 4.251%
60 11.311 1672 1677 1683 rW 19165 29107 3.89% 0.391%
61 11.384 1685 1689 1695 rVV 18658 29606 3.95% 0.398%
62 11.457 1695 1701 1702 rVV 10793 15415 2.06% 0.207%
63 11.475 1702 1704 1710 rVB 19436 25090 3.35% 0.337%
64 11.616 1723 1727 1734 rBV 17408 22873 3.05% 0.308%
65 11.719 1740 1744 1746 rVWV 12676 15432 2.06% ©0.208%
66 11.756 1746 1750 1760 rVB 48954 65292 8.72% 0.878%
67 11.896 1760 1773 1776 rBV3 10714 23390 3.12% 0.315%
68 11.945 1776 1781 1784 rVV4 5316 9114  1.22% 0.123%
69 11.975 1784 1786 1789 rVB3 7842 8008 1.07% 0.108%
70 12.024 1789 1794 1800 rBV 352397 439114 58.64% 5.906%
71 12.091 1800 1805 1813 rVB 23454 33169 4.43% 0.446%
72 12.268 1827 1834 1837 rBV 8402 13088 1.75% 0.176%
73 12.323 1837 1843 1849 rVB 408208 522800 69.82% 7.032%
74 12.426 1853 1860 1864 rBV 24450 29806 3.98% 0.401%
75 12.469 1864 1867 1873 rVB2 7296 10449 1.40% 0.141%
76 12.536 1874 1878 1880 rBV 7515 9958 1.33% 0.134%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 12.719 1904 1908 1913 rBV3 5450 9106  1.22% 0.122%
78 12.890 1932 1936 1939 rBV3 4867 7417 0.99% 0.100%
79 12.926 1939 1942 1945 rVB2 5467 6224 0.83% 0.084%
80 12.975 1945 1950 1955 rVB2 7807 12891 1.72% 0.173%
81 13.042 1955 1961 1964 rBV4 3053 6075 ©0.81% 0.082%
82 13.268 1993 1998 2001 rBV 17553 24425 3.26% 0.329%
83 13.384 2013 2017 2021 rBV2 6959 9117 1.22% 0.123%
84 13.579 2045 2049 2053 rBV2 7351 10170 1.36% 0.137%
85 13.780 2077 2082 2088 rVB 78172 102608 13.70%  1.380%
86 13.841 2088 2092 2097 rVB 7019 9842 1.31% 0.132%
87 14.042 2120 2125 2128 rVV2 10345 13297 1.78% 0.179%
88 14.109 2132 2136 2139 rBV4 6056 7413 0.99% 0.100%
89 14.164 2139 2145 2150 rVvV9 2284 5109 0.68% 0.069%
90 14.511 2195 2202 2208 rVB5 3954 8439 1.13% 0.114%
91 14.640 2216 2223 2227 rBV 81180 102924 13.74%  1.384%
92 14.780 2239 2246 2253 rVV 60465 88072 11.76% 1.185%
93 15.213 2313 2317 2323 rVV2 5688 8652 1.16% 0.116%
94 15.377 2339 2344 2347 rVV3 7215 12140 1.62% 0.163%
95 15.414 2347 2350 2354 rVB4 3920 5531 0.74% 0.974%
96 15.481 2354 2361 2369 rBV3 12120 21960 2.93% 0.295%
97 15.615 2378 2383 2386 rBV 19335 28813 3.85% 0.388%
98 15.652 2386 2389 2398 rVB2 13525 21314 2.85% 0.287%
99 15.841 2412 2420 2429 rVB2 7643 20339 2.72% 0.274%
100 15.993 2440 2445 2454 rVB6 3307 6987 0.93% 0.094%
Sum of corrected areas: 7434770
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: M4885-20ME
: 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

: VX025634.D
: 08 Dec 2021 21:03

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA .M

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VX025634.D\data.ms
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1.374 5.068

1,648
4,501
1.24 1.544%09 2%/%92.95%75 4.288 5.4846055.824 | 6.1625;

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
2.794 2.67 ug/L 18781 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 25
2 2-Methylpentyl formate 130 C7H1402 381670-34-4 23
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 16
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 16
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 12
Abundance Scan 280 (2.794 min): VX025634.D\data.ms (-275) (-) m/z 43.10 100.00%
43.1
5000 71.1
57.1 86.0 */‘“\‘,f\/\‘
‘ ‘ ‘ ‘ ‘ 2.40 2.60 2.80 3.00 3.20
0 b e e e M/z 710180 44.61%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #2042: Pentane, 2-methyl-
43.0
5000 b ‘uu‘uu,uu‘\’/\\u‘u
2.40 2.60 2.80 3.00 3.20
27.0 710 m/z 41.00  36.02%
57.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
43.0
V\‘\\\\‘\\\\’\\\\‘\\\\‘\\
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 42.05 35.48%
29.0
0 15.0 57.0 85.0 113.0
T T T e T T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #2047: Pentane, 2-methyl- e B L e A I
43.0 2.40 2.60 2.80 3.00 3.20
m/z 84.00 24.85%
5000 71.0
57.0
270 ‘ 86.0
0 \u‘\u\‘\\\\‘\HH‘\\\\“\M\‘\\‘!\‘\u\l;\u‘ul\‘\m‘\m‘uu‘\ R e N B
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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: Cyclic4.288 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.288 4.32 ug/L 30384 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 83
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 50
Abundance Scan 525 (4.288 min): VX025634.D\data.ms (-516) (-) m/z 56.10 100.00%
56.1
5000 41.0 69.1 J\
maEaRsE
‘ ‘ ‘ 84.0 4.00 4.20 4.40 4.60
0 e el L myz 41,00 51.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
5000 41.0 \H‘H\G‘uu‘\muu
4.00 4.20 4.40 4.60
270 84.0 m/z 69.10  49.02%
180 “ ‘ 68.0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\\\‘“i\\\\‘\\\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance
56.0
R
410 4.00 4.20 4.40 4.60
5000 ’ 69.0 m/z 55.10 26.37%
28.0 84.0
15.0
e T S
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- EEEHEEEY S I M-
56.0 4.00 4.20 4.40 4.60
m/z 39.10 21.83%
41.0
5000
27.0
69.0
0 ml‘pu‘“1?‘9_”“‘Hu‘l‘mmM_H“_mﬁﬂ"gw SR O Y 4 W
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\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 4 (DEL) Alkane: Cyclic6.354 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.354 4.64 ug/L 32664 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 87
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 76
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 76
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 76
5 1-Heptene 98 C7H14 000592-76-7 68
Abundance Scan 864 (6.354 min): VX025634.D\data.ms (-854) (-) m/z 56.00 100.00%
56.0
70.1
41.0
5000
98.1
RARRNEEESE T

‘ ‘ 6.00 6.20 6.40 6.60
e el L w2 ss.1e 73.90%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0

83.0
o

o

5000 \‘HH‘HH’HH‘HH‘\
27.0 6.00 6.20 6.40 6.60
98.0 m/z 70.10 73.01%
‘ ‘ ‘ 83.0 ‘
O\\\‘\\\\‘\\\\‘\\}1‘\\\}}\‘\\\“\”\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
56.0
41.0 “‘H“H‘w“u“u‘_
700 6.00 6.20 6.40 6.60
5000 m/z 41.05 61.15%

270 98.0
83.0
0 1.0 14.0
P T I T T T T
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0

6.00 6.20 6.40 6.60
m/z 69.10  41.45%
41.0 70.0
5000
TN NP O N
0 H‘_H‘_‘H‘HH‘H‘q‘HWME‘_‘ww‘u‘»‘wu‘w‘u‘ e A e
miz--> 0 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\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 (DEL) Alkane: Cyclic9.616 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.616 2.73 ug/L 22608 Chlorobenzene-d5 10.061

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 97
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
Abundance Scan 1399 (9.616 min): VX025634.D\data.ms (-1395) (-) m/z 111.05 100.00%
111.1
69.1
5000
41.1 >0
‘ 83.1
950 1000
126.0 .
0 H_Www“wwwww‘”H,u‘mwWMMH;W m/z 69.10 68.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 55.0 /\/\m |
950 1000
83.0 o
270 ‘ m/z 55.05 36.68%
O H‘HH‘\H‘\“\H\“HH\‘\‘\!‘\‘H\‘\1\\\\’\\\\‘?\7\(‘)\\\\‘1\\\‘]-\2\\6\?\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0 Ah
WAVLIRNIIY
950 1000
55.0 m/z 41.10 27.88%
5000 41.0
83.0
. 27.0 670 126.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #13262: Cyclohexane, 1,1,3-trimethyl- : 4“%
111.0 950 10.00
69.0 m/z 56.10  19.14%
5000 410 550
270
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 950 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 14
R.T. EstConc Area Relative to ISTD R.T.
10.360 3.09 ug/L 25667  Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 70
2 Nonane 128 C9H20 000111-84-2 70
3 Nonane 128 C9H20 000111-84-2 58
4 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 53
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 53
Abundance Scan 1521 (10.360 min): VX025634.D\data.ms (-1517) (- m/z 43.10 100.00%
43.1 57.1
5000 85.1 J\ )L
o fop el o Al
‘ ‘ ‘ | 0 1262 10.00 10.50
oHwW‘_m‘wwuw“w_m‘MUW,WM‘Jw m/z 57.10  91.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
| )
5000 /\ s — /\W ;
10.00 10.50
29.0 710 850 m/z 41.10  57.26%
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
L
57.0 10.00 10.50
5000 ITI z 55.05 47.26%
29.0
71.0 85.0
0 15.0 99.0 128.0
R RARAN N E R e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0 10. 00 10 50
570 m/z 85.10 40.80%
5000
29.0
710 85.0
128.0
RN T PeeP . O T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50

SFAMXLM112221WMA.M Wed Dec 15 06:59:33 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 1H-Indene, octahydro-, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.780 3.77 ug/L 31275 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 64
2 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 58
3 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 55
4 1H-Indene, octahydro-, trans- 124 C9H1le6 003296-50-2 49
5 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 49
Abundance Scan 1590 (10.780 mln) VX025634.D\data.ms (-1582) (- m/z 67.10 100.00%
7.1 811
5000 J\ﬁ
96.1 /\
L”“ EE RN Hk
| HH M I 12?-0 10.50 11.00
0 ‘wHH,‘HwHH}‘HWM"!_m!‘JH“‘HJMwmJe_m“l“wmw m/z 81.10 85.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
67.0
96.0 W A A, J\m fion
5000 410 T T T T T T T T T
: 10.50 11.00
270 124.0 m/z 57.80  63.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
67.0 81.0
41.0 10 50 11 00
5000 96.0 m/z 41.10 62.69%
27.0
124.0
0 110.0
T T e T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12214: Pentalene, octahydro-2-methyl- ‘A‘ ‘ T
81.0 10.50 11.00
67.0 m/z 82.05 60.54%
41.0
5000 96.0
H 124.0 k A
B S P - O W 1100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50 11.00

SFAMXLM112221WMA.M Wed Dec 15 06:59:33 2021 Page: 10



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

: VX025634.D
: 08 Dec 2021 21:03

JC/MD

: M4885-20ME
: 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 24 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

9 Benzene, propyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.311 3.31 ug/L 29107 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 81
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 68
4 Benzene, propyl- 120 C9H12 000103-65-1 68
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 64

Abundance Scan 1677 (11.311 min): VX025634.D\data.ms (-1672) (- m/z 91.10 100.00%
91.1
5000
V.
11.00 11.50
39.0 120.1 281.1
ob bl g 1930 2488 | 45 170,10 24.54%
miz-> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
5000 /\, : AM‘ /\
11.00 11.50
m/z 92.00 10.86%
39.0 h
O T T ‘\ ‘\‘ “‘ \“\ “\ ‘\‘ “]\_2\ .\()\ ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
91.0
S 1 P
11.00 11.50
5000 m/z 65.10 10.50%
o 39.0 121.0
: —— T T
miz--> 50 100 150 200 250 }\ /\
Abundance #10702: Benzene, propyl- ‘ ‘ A\‘ A ‘
91.0 11.00 11.50
m/z 281.10 8.30%
5000
®0 || a0
Ot et A e e — —
m/z--> 50 100 150 200 250 11.00 11.50

SFAMXLM112221WMA.M Wed Dec 15 06:59:34 2021
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

: VX025634.D
: 08 Dec 2021 21:03

JC/MD

: M4885-20ME
: 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 24 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

: VOC Analysis

: 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.384 3.37 ug/L 29606 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 93

Abundance Scan 1689 (11.384 min): VX025634.D\data.ms (-1685) (- m/z 105.05 100.00%
105.1
5000
120.1 AA‘
/
— A
390 550 /7.0 11.00 11.50
) S v T W‘ 1401 126,10 34.42%
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 /\‘ : AM‘ A ‘
120.0 11.00 11.50
m/z 77.00 13.07%
77.0
39.0
0 \1\8‘0\ T \“‘\ \‘\5\9‘.9‘\ T \m‘ T \‘} T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance ]\ A
105.0
Y
11.00 11.50
5000 m/z 91.00 11.62%
120.0
39.0 77.0
59.0
) MR AN AN RS 1R RN RS DI
m/iz--> 20 40 60 80 100 120 140 j\
Abundance #10719: Benzene, 1-ethyl-2-methyl- — NS A
105.0 11.00 11.50
m/z 81.10 10.01%
5000
120.0
77.0
ol1s0 %80 se0 LT a4 Jon | ‘ MU
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMXLM112221WMA.M Wed Dec 15 06:59:34 2021
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
VX025634.D

: 08 Dec 2021 21:03

JC/MD

: M4885-20ME
: 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 24 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M

: VOC Analysis

: 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 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.616 2.60 ug/L 22873 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1727 (11.616 min): VX025634.D\data.ms (-1723) (|  m/z 105.10 100.00%
105.1
5000 A\ A
120.1 f\j\
391 o 77.1 11.50 12.00
ol 220 e ) 1380 106,10 30.15%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 J‘U‘\f\\ ‘/\‘ 1 /\
120.0 11.50 12.00
m/z 91.e0 12.14%
39.0 77.0
Ol T \‘\ T \“‘\ \“i‘\".‘\‘\ T \““ T \‘1 T “i‘\ \‘\"‘\ T
miz-> 20 40 60 80 100 120 140
Abundance
105.0
VS )
11.50 12.00
5000 m/z 77.10 11.47%
120.0
77.0
0L 15.0 390 599
e e e e
miz--> 20 40 60 80 100 120 140 A j\ j\ ] A
Abundance #10723: Benzene, 1-ethyl-3-methyl- ‘ ‘A‘ P e
105.0 11.50 12.00
m/z 79.00 10.56%
5000
120.0
39.0 77.0 ﬂw\ A A
0““‘“‘ﬂp‘ﬂé%%“JM“M‘NNHuWH““‘ A — JAA“
m/z--> 20 40 60 80 100 120 140 11.50 12.00

SFAMXLM112221WMA.M Wed Dec 15 06:59:35 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 12 Benzene, (1-methylpropyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.896 2.66 ug/L 23390  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 76
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 64
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
4 2-Tolyloxirane 134 C9H100 002783-26-8 64
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 64
Abundance Scan 1773 (11.896 min): VX025634.D\data.ms (-1760) (- m/z 105.10 100.00%
105.1
5000 /\ j\
EYER Y O ] L
411 550 ‘ gﬁ 1191 ‘ 11.50 12.00
0‘W‘Hw‘HﬁhuwwﬁhNMWWHMMM‘_‘wwhhpnuv‘mwﬂu‘u m/z 134.05  24.29%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #17047: Benzene, (1-methylpropyl)-
105.0
5000 — HI A
11.50 12.00
m/z 95.10 17.51%
70 510 77.0 91.0 134.0
O H‘\H‘\.“HH“‘HH“\.\H‘\‘\‘H‘H\‘}“\H\“H\\‘\‘}1\‘\]\-\]-\9‘-\\0\\‘\!H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
105.0 M
11.50 12.00
5000 m/z 77.10 16.44%
134.0
27.0 51.0 77.0 910 119.0
O b T e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 /\ /\ J\
Abundance #17046: Benzene, (1-methylpropyl)- \/\‘ A
105.0 11.50 12.00
m/z 91.10 14.74%
5000
134.0
91.0
R TI L N e §
) v NP 1 R N AN NN W = A A LAV L
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 11.50 12.00

SFAMXLM112221WMA.M Wed Dec 15 06:59:35 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 13 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.091 3.78 ug/L 33169 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 93
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 1805 (12.091 min): VX025634.D\data.ms (-1800) (- m/z 105.10 100.00%
106.1
5000 120.1 A ]\
LIS |9
77.0
39.0 631 | 91‘-1 L 12.00
O Frrprrrrprrerrrrr ittt m/z 120.10  46.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 A : /\ —
12.00
770 m/z 77.00 11.79%
51.0 91.0
O \\‘HH‘\2\\7\.(‘)\\H“HHi‘{‘\\}“\‘\‘H‘H\‘U‘HH“H\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0 /\ }\
I AU Al A
12.00
m/z 119.10 10.45%
5000 120.0 /
77.0
15.0 39.0 63.0 91.0
O pred et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\/\
Abundance #10694: Mesitylene ‘ L A g
105.0 12.00
m/z 91.10 10.16%
120.0
5000
77.0
39.0 91.0 j\ )\/\/\/\
obase . 30 seo 40 b LA AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00

SFAMXLM112221WMA.M Wed Dec 15 06:59:35 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.427 3.39 ug/L 29806 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Undecane 156 C11H24 001120-21-4 95
3 Undecane 156 C11H24 001120-21-4 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 83
Abundance Scan 1860 (12.426 min): VX025634.D\data.ms (-1853) (- 57.10 100.00%
57.1
5000
s \J&AALWAMA«ANMy
B WU TSI
bl 43.05 .90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
5000
85.0 12 50
29.0 m/z 71.10 53.68%
| | 113.0 156.0
O\\\‘\‘\\\‘\ “\‘\‘}\“!\\\H‘\\U\‘\‘\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160
Abundance
57.0 Nﬂw\
(WYAIN VLTI
12. 50
5000 m/z 41.10 .48%

85.0
29.0
113.0 156.0
O e T T T T T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance

#33077: Undecane
57.0 1250

m/z 85.10  35.89%

5000

85.0
29.0
“ UH L 113.0 156.0
0 \ — = ‘M ! Il i L |

m/z--> 20 40 60 80 100 120 140 160 12.50

SFAMXLM112221WMA.M Wed Dec 15 06:59:36 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.268 2.78 ug/L 24425 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 93
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1998 (13.268 min): VX025634.D\data.ms (-1993) (- m/z 57.10 100.00%
7 1
5000 JL
85.1 WJJ\&
1300 1350 .
112.2 1411 1703
(R WHW“‘wluH”_‘Ju‘w,‘H‘_mwwwm,” m/z 43.05 79.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45478: Dodecane
57.0
5000 “J\M
85.0 13. 00 13 50
m/z 71.10 60.94%
29 0
L 112034301700
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0 JL
LY N LA
13.00 13.50
5000 m/z 41.05 47 .81%
85.0
29.0
113.0 1419 170.0
L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester —— —
57.0 13.00 13.50
m/z 85.10 33.54%
5000
85.0
29.0
o | 10 940016801960 241.( A VD N
i _‘H‘H‘w‘H“H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H A A A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

SFAMXLM112221WMA.M Wed Dec 15 06:59:36 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX@25634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
: 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 16 Azulene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.780 11.68 ug/L 102608 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Azulene 128 C1OH8 000275-51-4 93
3 Naphthalene 128 C10H8 000091-20-3 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2082 (13.780 min): VX025634.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
—— —
51.0 74.0 102.1 ‘ 13.50 14.00
O el 3500 s 197,00 11.96%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 e ——
13.50 14.00
m/z 129.00 10.74%
51.0 75.0 102.0 ‘
O‘\\\\‘\\“\\‘w\\w‘\\\\“‘\\\\‘\“\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
128.0
— —
13.50 14.00
5000 m/z 102.10 7.75%
102.0
o 28.0 51.0 77.0
A
m/iz--> 20 80 100 120 140
Abundance #13683: Naphthalene T ——
128.0 13.50 14.00
m/z 126.00 6.76%
5000
51.0 102.0
ol 2o I e S— —
m/z--> 20 80 100 120 140 13.50 14.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX@25634.D

Acqg On : 08 Dec 2021 21:03

Operator JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Library Search Compound Report

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
: 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 17 Naphthalene, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.640 11.72 ug/L 102924  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 2223 (14.640 min): VX025634.D\data.ms (-2216) (- | m/z 142.05 100.00%
142.1
5000
1151
—— —
14.50 15.00
39.1 630 890
o Ot T e 188 141 65 84.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0 A
5000 e —
115.0 14.50 15.00
m/z 115.05 32.36%
51.0 ‘71‘.0 89.0 ‘ ‘
0 ‘\H\’HH“\\‘\”\’H‘H‘H\‘H\\Hi\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
142.0
—— —
14.50 15.00
m/z 143.05 12.40%
5000 115.0
390 630 890
e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl- — oy
142.0 14.50 15.00
m/z 139.05 11.02%
5000
115.0
390 930 890 I
T — e
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Data Path :
. VX025634.D
: 08 Dec 2021 21:03

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\

JC/MD

: M4885-20ME
: 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 24 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 18 Naphthalene, 1-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.780 10.03 ug/L 88072  1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
4 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 2246 (14.780 min): VX025634.D\data.ms (-2239) (- m/z 142.05 100.00%
142.1
5000 115.0
—— —
39.1 630 890 14.50 15.00
O e bt W 15820 7 141 05 90. 60%
m/z--> 20 40 6 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 —— —
115.0 14.50 15.00
m/z 114.95 39.05%
390 630 89.0 |
O‘\\\\“\\”\\““\\“\”\‘\‘\‘\\‘\\\‘}‘\\\\i\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
142.0
—— —
14.50 15.00
5000 m/z 143.05 11.73%
115.0
51.0 (1.0 89.0
e
m/z--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl- — o
142.0 14.50 15.00
m/z 139.05 11.52%
5000 115.0
390 630 89.0 |
e e Y A R L S e e
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 19 Naphthalene, 2,7-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.481 2.50 ug/L 21960 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 2361 (15.481 min): VX025634.D\data.ms (-2354) (- m/z 156.10 100.00%
156.1
5000 /\
128.0 T /\\/\ ‘ T T T /
51.0 76.0 1021‘ ‘ 207 15.50
ob il 2020 L2070 danes 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
15.50
m/z 155.20 32.74%
77.0 128.0
41.0
0 \\\‘\‘\\\“‘\\‘\‘\“}}\‘1“‘\\\]-\()‘2\.\0\‘\‘\‘!‘\\“‘\\‘\H“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
1550 M
| WA
15.50
5000 ITI/Z 128.00 17.27%
270 51.0 77.0 115.0
0L S et el el Al
m/z--> 20 40 60 80 100 120 140 160 180 200 /f\\
Abundance #33162: Naphthalene, 1,6-dimethyl- e W ing | AM
156.0 15.50
m/z 115.10 14.88%
5000 ﬂ,\
77.0 115.0 A /\
51.0
ol 220 2y el S ) Wl el
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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 20 Naphthalene, 2,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.615 3.28 ug/L 28813 1,4-Dichlorobenzene-d4 12.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 2383 (15.615 min): VX025634.D\data.ms (-2378) (- m/z 156.10 100.00%
156.1
5000
77.0 131 | M | d 6.00
51.0 15.5 1
o‘Hww_uhw‘:uuUuHm_H‘wu‘l““;‘H‘M‘WW?‘QH m/z 141.00  77.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
15 50 16 OO
115.0 m/z 155.10 26.98%
»70 510 60 ‘ ¥
0\\\\‘\\\\‘\\\\“h\‘\“U“\\‘\\‘\\\\‘\‘U\\“\\w‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0 /\’\A
| N T A A
15.50 16.00
5000 ITI/Z 115.05 18.81%
s10 770 1150
0t b el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 N‘/\
Abundance #33158: Naphthalene, 1,3-dimethyl- A AL
156.0 15.50 16.00
m/z 128.00 15.78%
5000
270 510 76.0 115.0 /\
ol 2 bl ) )
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120821\
Data File : VX025634.D

Acqg On : 08 Dec 2021 21:03

Operator : JC/MD

Sample : M4885-20ME

Misc : 4.15g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 24 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: S... 2.794 2.7 ug/L 18781 1 6.763 351860 50.0
(DEL) Alkane: C... 4.288 4.3 ug/L 30384 1 6.763 351860 50.0
(DEL) Alkane: C 6.354 4.6 ug/L 32664 1 6.763 351860 50.0
(DEL) Alkane: C 9.616 2.7 ug/L 22608 2 10.061 414784 50.0
(DEL) Alkane: S... 10.360 3.1 ug/L 25667 2 10.061 414784 50.0
1H-Indene, octa... 10.780 3.8 ug/L 31275 2 10.061 414784 50.0
Benzene, propyl- 11.311 3.3 ug/L 29107 3 12.030 439114 50.0
Benzene, 1l-ethy... 11.384 3.4 ug/L 29606 3 12.030 439114 50.0
Benzene, 1-ethy... 11.616 2.6 ug/L 22873 3 12.030 439114 50.0
Benzene, (1-met... 11.896 2.7 ug/L 23390 3 12.030 439114 50.0
Benzene, 1,2,3-... 12.091 3.8 ug/L 33169 3 12.030 439114 50.0
(DEL) Alkane: S... 12.427 3.4 ug/L 29806 3 12.030 439114 50.0
(DEL) Alkane: S... 13.268 2.8 ug/L 24425 3 12.030 439114 50.0
Azulene 13.780 11.7 ug/L 102608 3 12.030 439114 50.0
Naphthalene, 2-... 14.640 11.7 ug/L 102924 3 12.030 439114 50.0
Naphthalene, 1-... 14.780 10.0 ug/L 88072 3 12.030 439114 50.0
Naphthalene, 2,... 15.481 2.5 ug/L 21960 3 12.030 439114 50.0
Naphthalene, 2,... 15.615 3.3 ug/L 28813 3 12.030 439114 50.0
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