LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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@25571.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.245 23 26 27 rBV 2292 2598 0.76% ©0.088%
2 1.373 43 47 54 rBV 35356 40320 11.75% 1.370%
3  1.648 89 92 97 rVB 22614 25536 7.44% 0.868%
4 2.282 190 196 206 rBV 68336 109919 32.03% 3.736%
5 2.373 206 211 215 rBV3 946 1735 0.51% 0.059%
6 2.946 298 305 318 rBV 5391 14609 4.26% 0.497%
7 3.428 379 384 388 rVB3 781 1469 0.43% 0.050%
8 4.288 516 525 535 rBV3 4406 12403 3.61% 0.422%
9 4.495 548 559 589 rBvV 15897 72087 21.01% 2.450%
10 5.074 641 654 671 rVB 41211 136052 39.64% 4.624%
11 5.458 710 717 729 rVB8 3867 12784 3.73% 0.434%
12 5.818 768 776 778 rBV5 1378 2792 0.81% 0.095%
13 5.970 790 801 819 rBv2 117717 343179 100.00% 11.664%
14 6.153 824 831 840 rVVe6 2179 5804 1.69% 0.197%
15 6.251 840 847 854 rVB4 1886 5115 1.49% 0.174%
16 6.354 854 864 879 rBV5 5243 16311 4.75% 0.554%
17 6.610 898 906 912 rVB5 966 1994 0.58% 0.068%
18 6.763 922 931 945 rBV 84910 215955 62.93% 7.340%
19 7.116 983 989 993 rBV3 892 2164 0.63% 0.074%
20 7.220 999 1006 1012 rBV4 806 1953 0.57% 0.066%
21 7.311 1013 1021 1027 rBV 64424 150809 43.94% 5.126%
22 7.659 1073 1078 1082 rVV4 1584 2907 0.85% 0.099%
23 7.775 1091 1097 1102 rBV 2172 3926 1.14% 0.133%
24  7.951 1121 1126 1133 rVV4 2086 4402 1.28% 0.150%
25 8.281 1174 1180 1182 rBV3 1389 2280 0.66% 0.077%
26 8.329 1182 1188 1198 rWV 36064 65118 18.97% 2.213%
27 8.433 1203 1205 1208 rBV3 726 827 0.24% 0.028%
28 8.598 1227 1232 1234 rBV3 3295 4905 1.43% 0.167%
29 8.653 1235 1241 1248 rVV 172531 280451 81.72% 9.532%
30 8.720 1248 1252 1257 rVB 8028 12331 3.59% 0.419%
31 8.817 1265 1268 1269 rBvV2 1087 1206 ©.35% 0.041%
32 8.909 1280 1283 1286 rBV2 1461 2035 0.59% 0.069%
33 8.957 1286 1291 1302 rVB 24781 46473 13.54% 1.579%
34 9.104 1310 1315 1318 rBV4 966 1234 0.36% 0.042%
35 9.207 1327 1332 1337 rBV4 443 681 0.20% 0.023%
36 9.274 1340 1343 1349 rVB4 985 1299 0.38% 0.044%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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 9.396 1357 1363 1376 rBV 94008 159273 46.41% 5.413%
38 9.512 1378 1382 1386 rVB4 1567 2381 0.69% 0.081%
39 9.561 1386 1390 1395 rVB2 4494 6509 1.90% 0.221%
40 9.616 1395 1399 1404 rBv2 3713 6151 1.79% 0.209%
41  9.713 1412 1415 1420 rVB2 786 1050 ©0.31% 0.036%
42 9.762 1420 1423 1427 rVB3 768 1095 0.32% 0.037%
43 9.823 1427 1433 1442 rBV5 2143 4155 1.21% 0.141%
44  9.902 1442 1446 1452 rVB2 580 871 0.25% 0.030%
45 10.006 1460 1463 1466 rBvV3 453 648 0.19% 0.022%
46 10.061 1466 1472 1479 rBV 169527 247874 72.23% 8.424%
47 10.195 1487 1494 1500 rBV 3841 5149 1.50% 0.175%
48 10.305 1507 1512 1517 rVB 13667 19721 5.75% 0.670%
49 10.360 1517 1521 1526 rVB3 2870 4247 1.24% 0.144%
50 10.591 1552 1559 1563 rBV4 993 1734 0.51% 0.059%
51 10.646 1563 1568 1574 rVB 15037 20736 6.04% 0.705%
52 10.756 1582 1586 1587 rBv2 1763 2040 0.59% 0.069%
53 10.780 1587 1590 1595 rVB3 4322 5142 1.50% 0.175%
54 10.860 1598 1603 1606 rBV2 2572 3896 1.14% 0.132%
55 10.896 1606 1609 1615 rvB3 1702 2283 0.67% 0.078%
56 10.963 1617 1620 1625 rBV 4447 5677 1.65% 0.193%
57 11.122 1641 1646 1651 rVB4 2349 3500 1.02% 0.119%
58 11.195 1653 1658 1666 rBV 125425 171503 49.97% 5.829%
59 11.305 1669 1676 1681 rBV 4884 7264 2.12% 0.247%
60 11.384 1685 1689 1695 rVB2 4738 6989 2.04% 0.238%
61 11.457 1698 1701 1702 rBV 1848 1966 ©.57% 0.067%
62 11.615 1723 1727 1734 rVB 4186 5181 1.51% 0.176%
63 11.713 1740 1743 1746 rBV3 2633 3194 0.93% 0.109%
64 11.756 1746 1750 1756 rVB 12846 16300 4.75% 0.554%
65 11.853 1761 1766 1769 rBV4 739 1341 0.39% 0.046%
66 11.896 1769 1773 1776 rVB2 1705 2260 0.66% 0.077%
67 11.939 1776 1780 1783 rBV4 1448 2204 0.64% 0.075%
68 12.024 1789 1794 1801 rBV 199490 247987 72.26%  8.428%
69 12.091 1801 1805 1810 rVV 5549 7794 2.27% 0.265%
70 12.152 1812 1815 1819 rVB3 1213 1362 0.40% 0.046%
71 12.268 1826 1834 1837 rBV2 1808 2902 0.85% 0.099%
72 12.323 1838 1843 1849 rVB 215494 261288 76.14% 8.880%
73 12.426 1855 1860 1864 rBV 4784 6045 1.76% 0.205%
74 12.463 1864 1866 1873 rVB3 1625 2200 0.64% 0.075%
75 12.536 1873 1878 1880 rBV 1909 2346 0.68% 0.080%
76 12.615 1888 1891 1895 rBV3 816 1044 0.30% 0.035%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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 rVV5 1343 2250 0.66% 0.076%
78 12.847 1927 1929 1932 rVB2 713 662 0.19% 0.022%
79 12.920 1940 1941 1945 rVB3 863 909 0.26% 0.031%
80 12.975 1945 1950 1956 rVB2 1903 2446 0.71% 0.083%
81 13.268 1993 1998 2006 rBV3 4208 6862 2.00% 0.233%
82 13.390 2013 2018 2022 rBV2 2145 2841 0.83% 0.097%
83 13.585 2046 2050 2053 rBV4 1269 1657 ©0.48% 0.056%
84 13.743 2072 2076 2078 rBV3 604 995 0.26% 0.031%
85 13.780 2078 2082 2088 rVV 12395 16579 4.83% 0.563%
86 13.847 2088 2093 2097 rwV 3651 4504 1.31% 0.153%
87 13.920 2101 2105 2110 rBV4 443 710 0.21% 0.024%
88 14.042 2120 2125 2128 rBV 4321 4865 1.42% 0.165%
89 14.103 2132 2135 2138 rBV4 1065 1316 0.38% 0.045%
990 14.133 2138 2140 2146 rVB 747 845 0.25% 0.029%
91 14.505 2197 2201 2208 rVB6 1156 1993 ©.58% 0.068%
92 14.615 2215 2219 2220 rBV3 2068 2497 0.73% 0.085%
93 14.639 2220 2223 2227 rVB 6038 6437 1.88% 0.219%
94 14.755 2238 2242 2244 rVV2 3470 4415 1.29% 0.150%
95 14.780 2244 2246 2253 rVW 7060 8721 2.54% 0.296%
96 14.840 2254 2256 2262 rVB4 460 674 0.20% 0.023%
97 15.212 2313 2317 2324 rVV2 3396 4286 1.25% 0.146%
98 15.493 2358 2363 2369 rVB2 2334 3076 ©0.90% 0.105%
99 15.615 2380 2383 2386 rBV2 938 1021 0.30% 0.035%
100 16.383 2505 2509 2511 rVB3 637 891 0.26% 0.030%
Sum of corrected areas: 2942327
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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: VX025571.D\data.ms
200000

150000

5.970

100000
2.282

50000 5.074
1.373 1.648
4.495

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: VX025571.D\data.ms

o

200000
8.653 10.061
150000

11.195

100000 9.396
6.763

7.311

50000
8.329
8.957
790 10.305 10646
0Bt 6610 7.118 7.689775.951  8.288.438-598:8.89009. 100074 93983698260 0E- 1283601 0.5417EHBGE3 1 857
N s B e A SERL L S Ee i et :

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX025571.D\data.ms
12.323
200000 12.024
150000
100000
50000
11.756 13.780 14 @gzgp
O ﬂw ‘ .\a\%% T ‘ T T T T ‘ 5\ 1\3.%@%993.5\85\. T .\ ‘ T T T :\L4.‘ T T \. 4\.0 ‘ \15.\21\2 ]\-5.?3\%1\'5 T T ‘ T T ]-\6-3\83‘ 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 : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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: Cyclic4.287 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.287 2.87 ug/L 12403 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 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 525 (4.287 min): VX025571.D\data.ms (-516) (-) m/z 56.00 100.00%
56.0
41.0 69.1
5000
e A
‘ ‘ 84‘-1 4.00 4.20 4.40 4.60
\\\‘\\\\‘\\\\‘\\\\‘\\\\}\‘\\\“\H‘\‘\\\M‘\\\\‘\\\\‘\\ m/z 69.19 53.5600
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 UL L B LI B A BN
4.00 4.20 4.40 4.60
m/z 41.00 52.20%
280 ‘ | ‘ 84.0
\\\‘\\\\‘]\-5\.(\)‘\\{H“\\\i}\‘\\\“\” ‘\‘\\\‘1‘\\\\‘\!\\‘\\
miz-> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
e
4.00 4.20 4.40 4.60
5000 41.0 m/z 39.00 29.62%
69.0
84.0
27.0
15.0
R o e e B o
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl- H“H“_“W‘mu,‘u‘
56.0 4.00 4.20 4.40 4.60
m/z 42.00 24.90%
41.0
5000
69.0
27.0
‘ ‘ ‘ ‘ 84.0
‘Hl‘no"‘ﬁf(‘)_mH‘m;}“m‘uw M_m:‘mw!”w SRR I A | -
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 : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.
6.354 3.78 ug/L 16311 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-, cis- 98 C7H14 001192-18-3 70
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 64
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 53
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 53
Abundance Scan 864 (6.354 min): VX025571.D\data.ms (-854) (-) m/z 56.00 100.00%

56.0 700

41.0 '

5000
83.1 981 AN e A RAREaRmaES
‘ ‘ ‘ 6.00 6.20 6.40 6.60

e e el m/z 70.00 85.29%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 /\/\
5000 E \‘\\\\‘\\\\’\\\\p\\\\‘\
27.0 6.00 6.20 6.40 6.60
98.0 m/z 41.00 78.41%

BREES
1 \\‘ HH‘ min

miz--> 0 10 20 30 40 50 60 70 80 90 100

Abundance
56.0 70.0
41.0 |

6.00 6.20 6.40 6.60

5000 ITI/Z 55.10 76.11%
27.0
98.0
83.0
15.0
T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 ﬂ
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- Ll Ramas o AR
56.0 70.0 6.00 6.20 6.40 6.60
410 | m/z 39.10 49.66%
5000
27.0 83.0 /\\
98.0
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 : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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 Azulene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.780 3.34 ug/L 16579 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 Azulene 128 C10H8 000275-51-4 91
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 2082 (13.780 min): VX025571.D\data.ms (-2078) (- m/z 128.00 100.00%
128.0
5000
—— —
50.1 63.0 77.1 10‘2.1 \H 13.50 14.00
H‘HH‘HH“HH“r\\\\‘MH‘\M‘HHH‘H\H‘\H\‘HH‘\H‘HH m/Z 127.00 12.9200
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 —r ——
13.50 14.00
m/z 129.05 10.81%
10600 70 120
H‘HH‘HH‘H\\i\\\\‘\\\\‘\w‘\‘\\H‘HH“\H\‘HH‘\H ‘HH
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance
128.0
—— —
13.50 14.00
5000 m/z 102.10 9.16%
51.0 102.
64.0 770 02.0
T e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #13679: Azulene .
128.0 13.50 14.00
m/z 126.10 8.66%
5000
51.0 102.0
20 | 070 )
e e e e e e e —— ——
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 13.50 14.00

SFAMXLM112221WMA.M Wed Dec 15 01:16:29 2021 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120721\
Data File : VX025571.D

Acqg On : 07 Dec 2021 12:01

Operator : JC/MD

Sample : M4881-05ME

Misc : 2.89g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 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... 4.287 2.9 ug/L 12403 1 6.763 215955 150.0
(DEL) Alkane: C... 6.354 3.8 ug/L 16311 1 6.763 215955 50.0
Azulene 13.780 3.3 ug/L 16579 3 12.024 247987 50.0
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