LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH

ALS vial : 1 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24258.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 99 rVB 140582 144286 14.88% 1.431%
2 1.568 157 164 177 rBV 110991 126132 13.01% 1.251%
3 2.111 322 333 350 rBV 244358 361212 37.25%  3.583%
4 2.301 385 392 395 rBvV2 1087 1265 0.13% 0.013%
5 2.429 429 432 437 rBV2 1037 1137 0.12% 0.011%
6 2.709 517 519 522 rBV 571 396 0.04% 0.004%
7 2.741 526 529 533 rVWw2 619 473 0.05% 0.005%
8 2.834 554 558 561 rBV 497 456 0.05% 0.005%
9 2.854 561 564 566 rBvV 595 359 0.04% 0.004%
106 2.889 572 575 579 rBV 637 477 ©.05% 0.005%
11  3.233 679 682 686 rVB 590 436 0.04% 0.004%
12 3.252 686 688 691 rBvV 347 220 0.02% 0.002%
13 3.323 707 710 715 rVB2 492 454 0.05% 0.005%
14 3.371 721 725 729 rBV 706 679 0.07% 0.007%
15 3.442 744 747 751 rVB 598 405 0.04% 0.004%
16 3.516 766 770 773 rBV2 485 428 0.04% 0.004%
17 3.648 805 811 816 rBV2 886 972 0.10% 0.010%
18 3.683 817 822 825 rW 643 634 0.07% 0.006%
19 3.706 825 829 833 rVvV 461 418 0.04% 0.004%
20 3.754 840 844 848 rBV2 762 709 0.07% 0.007%
21 3.802 856 859 861 rBV 699 479 0.05% 0.005%
22 3.841 866 871 873 rBV 304 250 0.03% 0.002%
23 3.889 875 886 911 rBV 54315 163829 16.89% 1.625%
24 4.236 992 994 996 rBV 379 225 0.02% 0.002%
25 4.352 1013 1030 1056 rBV 152175 372962 38.46%  3.700%
26 4.571 1095 1098 1102 rBV2 551 448 0.05% 0.004%
27 4.703 1135 1139 1145 rBV 828 734 0.08% 0.007%
28 4.741 1148 1151 1156 rVB2 409 318 ©0.03% 0.003%
29 4.799 1162 1169 1170 rBV 556 533 0.05% 0.005%
30 4.892 1195 1198 1199 rBV 282 162 0.02% 0.002%
31  4.966 1215 1221 1225 rBV2 448 464 0.05% 0.005%
32 5.047 1229 1246 1278 rVV2 340109 887793 91.55% 8.807%
33 5.265 1311 1314 1317 rBvV2 556 387 0.04% 0.004%
34 5.313 1327 1329 1334 rVB2 469 349 0.04% 0.003%
35 5.349 1334 1340 1343 rBvV2 550 465 0.05% 0.005%
36 5.381 1347 1350 1352 rVB 437 238 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH

ALS vial : 1 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
37 5.407 1352 1358 1361 rBvV2 631 601 0.06% 0.006%
38 5.461 1371 1375 1378 rVV 546 412 0.04% 0.004%
39 5.555 1401 1404 1407 rBV 275 176 0.02% 0.002%
40 5.616 1411 1423 1450 rBV 272150 541564 55.85% 5.372%
41  5.857 1495 1498 1500 rBvV2 432 269 0.03% 0.003%
42 5.905 1505 1513 1527 rVWv2 7873 15893 1.64% 0.158%
43  6.014 1540 1547 1548 rBV 550 636 0.07% 0.006%
44 6.069 1551 1564 1587 rVV 188779 382680 39.46%  3.796%
45  6.207 1604 1607 1611 rBV3 1188 1048 0.11% 0.010%
46 6.255 1616 1622 1625 rBvV2 627 679 0.07% 0.007%
47 6.304 1635 1637 1643 rVB 732 532 0.05% 0.005%
48 6.342 1646 1649 1654 rBV2 609 475 0.05% 0.005%
49 6.432 1675 1677 1682 rVB 409 275 0.03% 0.003%
50 6.468 1682 1688 1690 rBV 559 541 0.06% 0.005%
51 6.571 1714 1720 1722 rBV2 571 623 0.06% 0.006%
52 6.603 1727 1730 1732 rBV 487 364 0.04% 0.004%
53 6.641 1737 1742 1746 rBV2 526 536 0.06% 0.005%
54 6.664 1746 1749 1751 rBV2 374 164 0.02% 0.002%
55 6.680 1751 1754 1756 rBV 351 264 0.03% 0.003%
56 6.709 1760 1763 1766 rBV 562 422 0.04% 0.004%
57 6.796 1787 1790 1796 rBvV2 477 455 0.05% 0.005%
58 6.821 1796 1798 1803 rVB 480 358 0.04% 0.004%
59 6.847 1803 1806 1810 rBV 464 375 0.04% 0.004%
60 6.889 1816 1819 1820 rBV 423 285 0.03% 0.003%
61 6.985 1836 1849 1870 rBV 111379 201366 20.76%  1.998%
62 7.136 1894 1896 1899 rBV2 307 227 0.02% 0.002%
63 7.268 1934 1937 1940 rBV3 474 353 0.04% 0.004%
64 7.317 1940 1952 1970 rBV 419076 723818 74.64% 7.180%
65 7.622 2037 2047 2069 rBV 81696 137971 14.23% 1.369%
66 7.757 2085 2089 2094 rBV3 649 706 0.07% ©0.007%
67 7.834 2110 2113 2115 rBV2 368 254 0.03% 0.003%
68 7.870 2122 2124 2132 rVB2 522 434 0.04% 0.004%
69 7.918 2137 2139 2142 rBV2 439 240 0.02% 0.002%
70 8.037 2172 2176 2177 rBV 384 280 0.03% 0.003%
71 8.088 2182 2192 2223 rBV 209437 381780 39.37% 3.787%
72 8.278 2249 2251 2252 rBV2 1066 435 0.04% 0.004%
73  8.480 2312 2314 2318 rVB 584 380 0.04% 0.004%
74 8.503 2318 2321 2326 rBV3 953 679 0.07% 0.007%
75 8.538 2326 2332 2334 rBV 471 406 0.04% 0.004%
76 8.667 2366 2372 2384 rVB6 3978 6414 0.66% 0.064%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH

ALS vial : 1 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_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
77  8.792 2402 2411 2418 rBV4 4060 6502 0.67% 0.065%
78 8.850 2418 2429 2448 rBV 401912 650134 67.04% 6.449%
79 9.014 2469 2480 2496 rBV 161170 251398 25.92% 2.494%
80 9.136 2507 2518 2531 rBV 613846 969748 100.00%  9.620%
81 9.477 2609 2624 2631 rBV9 10221 21997 2.27% 0.218%
82 9.545 2635 2645 2662 rVB 149999 242654 25.02% 2.407%
83 9.709 2679 2696 2708 rBV7 18153 38107 3.93% 0.378%
84 10.217 2843 2854 2873 rVB 285897 461065 47.54%  4.574%
85 10.355 2889 2897 2905 rBV 37223 57372 5.92% 0.569%
86 10.448 2917 2926 2941 rBV 141066 297466 30.67% 2.951%
87 10.914 3064 3071 3093 rVB 335449 518425 53.46% 5.143%
88 11.249 3165 3175 3186 rBV 479892 725460 74.81% 7.197%
89 11.336 3195 3202 3209 rBV 95377 131033 13.51% 1.300%
990 11.529 3254 3262 3270 rBV 68593 116779 12.04% 1.158%
91 11.625 3283 3292 3311 rVB 513058 887726 91.54%  8.806%
92 12.371 3515 3524 3530 rBV9 12258 22554 2.33% 0.224%
93 12.464 3547 3553 3562 rBvV2 27189 38978 4.02% 0.387%
94 13.265 3796 3802 3809 rBV7 3463 5481 ©.57% 0.054%
95 13.503 3869 3876 3886 rVB2 47106 68915 7.11% 0.684%
96 13.628 3910 3915 3916 rBV2 2765 2238 0.23% 0.022%
97 13.975 4022 4023 4024 rBV 507 187 0.02% 0.002%
98 14.168 4080 4083 4085 rBV2 645 430 0.04% 0.004%
99 14.631 4218 4227 4241 rBV 43675 65365 6.74% 0.648%
100 14.818 4278 4285 4300 rVB 13830 23833 2.46% 0.236%
Sum of corrected areas: 10080401
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\

: VW024258.D

: 31 Dec 2021 02:34

: SY/MD

: M5213-06DL 200X

: 6.00G/5.0mL/100ulL//5.0m1/MSVOA_V/MEOH
01

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M

: VOC Analysis

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

Abundance
600000

500000

400000

300000

200000

100000

TIC: VV024258.D\data.ms

5.047

2.111

4.352
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3 889
2.3Q1429 27EES89 RZAW .,,

0
Time-->
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TIC: VV024258.D\data.ms
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.709 2.93 ug/L 38107 Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 58
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 50
3 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 47
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47
5 1,5,7-Octatrien-3-0l1, 3,7-dimethyl- 152 C10H160 029957-43-5 43

Abundance Scan 2696 (9.709 min): VV024258.D\data.ms (-2679) (-) m/z 57.05 100.00%

57.0
113.1 . Pl

1 9.50 10.00
m/z 71.88  75.52%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #22107: Octane, 2,6-dimethyl-
57.0

5000
9 50 10. 00
29.0 113.0 m/z 41.85 54.39%
‘HMHH\HW\Jh\“‘WH!ww%ﬁgpw‘ww‘ww‘ww‘ww‘w‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance
57.0
Il i . : ‘ .
9.50 10.00
5000 m/z 43.10 49, 80%
29.0 113.0
i 120
miz--> 2b 4b e‘o 8‘0 160 12‘0 13,0 1éo 1§o 260 2ﬁo 24‘10 | M /
Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester (JL‘ e
57.0 9.50 10.00

m/z 56.10 43.93%

5000
113.0
85.0
20 | T ‘\‘ 1410169.0197.0  253C /M\ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.355 3.95 ug/L 57372 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 80
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72
Abundance Scan 2897 (10.355 min): VV024258.D\data.ms (-2889) (- m/z 91.05 100.00%
91.0
5000
65.0 10.00 10.50
3g1 940 17 O | 1050 ;
e e e e e e m/z 120.05 24.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10702: Benzene, propyl-
91.0
5000 T A T }\
10.00 10.50
120.0 m/z 65.05 10.91%
65.0
399 5909 " 780 | 1050
H‘HH’HH’HH’HH‘\H\‘\H\‘\H\‘\H\‘\\H‘\\H‘\\H‘\\H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
91.0 }\
4 ‘ \ﬂ T T ‘ T T T L
10.00 10.50
5000 m/z 92.10 10.75%
39.0 62.0 78.0 20
26.0 " 52.0 ' 105.0
T e e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 /\ }\
Abundance #10701: Benzene, propyl- “ e
91.0 10.00 10.50
m/z 78.00 7.87%
5000
120.0
65.0
0 339 520 °7" 780 | 1050 A ,
T T T T T o e — 7
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV@24258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 4 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.448 20.50 ug/L 297466 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 2926 (10.448 min): VV024258.D\data.ms (-2917) (- m/z 105.05 100.00%
105.1
5000 ﬂvm
120.1
77.0 1050 L
39.0 ' :
LN LA A \“i‘ \6‘2“-\9\ T \m‘ T \‘M T ‘H\ \‘\““\ T \1\4‘0.\1\ m/Z 120.05 31.8300
mfz--> 20 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ’\M A,
120.0 10.50
m/z 91.05 12.42%
77.0
\\\.‘\‘\ \3\9“.()\\‘\5\9‘.(‘)\‘\ T \““ T \‘} T ‘H‘\ T \“‘\ LI ‘ T
m/z--> 20 80 100 120 140
Abundance
105.0
JULA
10.50
5000 m/z 77.00 11.61%
120.0
77.0
150 390 590
e e
miz--> 20 40 80 100 120 140 M I
Abundance #10722: Benzene, 1-ethyl-2-methyl- e
105.0 10.50
m/z 106.10 9.11%
5000
120.0
39.0 77.0 /\/\
““‘M"MH‘Wﬁ%QU"M“M“H“‘uy“““‘ v “A‘
m/z--> 20 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.336 9.03 ug/L 131033 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3202 (11.336 min): VV024258.D\data.ms (-3195) (- m/z 105.05 100.00%
105.1
5000
77.0
390 57.1 11.00 11.50
T T \“H\ \“i”\““‘\‘ \“\ \m‘ T \“\‘ T “M\ \‘\:‘-‘\3.\2\ T \1\5\6‘1\ m/z 120.10 45.0300
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
5000 — j\ —
11.00 11.50
m/z 77.00 12.70%
77.0
1T ‘\‘\ \3\9““0\\“\5%‘.9\ T \““ T \‘i T ‘H‘\ \‘\““\ 1T ‘ LU ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
)
‘M/\ RNARS
11.00 11.50
5000 m/z 119.10 10.58%
77.0
51.0
27.0 122.0
A e
m/z--> 20 40 60 80 100 120 140 160 j\/\/\
Abundance #10707: Benzene, 1,2,3-trimethyl- Ay
105.0 11.00 11.50
m/z 91.00 9.65%
5000
Il
‘1‘5"?“1 ‘ “‘H “‘1‘5‘9"9‘ ‘ ‘M‘ e ‘U‘ ‘;]‘““2"9‘ T ‘]\‘J‘\j\‘ L
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV@24258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Indane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.529 8.05 ug/L 116779 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 80

Abundance Scan 3262 (11.529 min): VV024258.D\data.ms (-3254) (- m/z 117.10 100.00%

117.1
5000 J\
—

91.1
390 631 | 134.2 11:50
e Lkl 1382 1841 0198 10 53.75%
miz--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 e \
11.50

m/z 115.10  37.15%

91.0
39.0 630
m/z--> 20 40 60 80 100 120 140
Abundance
117.0
—=

11.50
m/z 91.10 16.15%
5000 91.0
39.0 63.0
15.0
T B o T o B I B A e
miz--> 20 40 60 80 100 120 140 A M /\/U\
Abundance #10197: Benzene, cyclopropyl-
117.0 1150

m/z 116.05 9.95%

5000 010
51.0
27 O ‘ “\ ‘ ‘H 7 \H ‘\\

m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.464 2.69 ug/L 38978 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 93
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 93
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 3553 (12.464 min): VV024258.D\data.ms (-3547) (- m/z 119.10 100.00%
119.1
Mj\ A
L K
41.0 711 910 1521 12.50
e ‘H\ Ayl HM‘\“ “u‘m“ T H\‘ b \ ‘\‘ b ‘ m/z 134.00 40.48%
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 \ \/\\M\/\\ [ /\
12.50
91.0 m/z 91.05 12.88%
\\\‘\\\\4.::1\()\ \‘\6‘3\(\)\ \““\\‘\ T ‘M\ T {“l\\\“\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance
119.0 M
— "
12.50
5000 m/z 41.05 11.37%
91.0
150 390 650
T e e e
miz--> 20 40 60 80 100 120 140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- P
119.0 12.50
m/z 117.10 11.35%
5000
91.0
39.0 65.0 ‘
150 o 1380
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Azulene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.503 4.75 ug/L 68915 1,4-Dichlorobenzene-d4 11.249
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 C10HS8 000275-51-4 91
4 Naphthalene 128 C10HS8 000091-20-3 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3876 (13.503 min): VV024258.D\data.ms (-3869) (- m/z 128.05 100.00%
128.1
5000
1350 |
51.0 74.0 102.0 .
. 87.1 .
\\‘\\\\‘\\3\8\i]\-\\\i‘\H\‘M\\‘\M‘i‘\H\‘H\H‘l\\\‘\\\\‘\\l‘“HH‘\ m/Z 126.95 12.54%
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13686: Naphthalene
128.0
5000 I N \
13.50
m/z 129.00 11.58%
1000770 20
\\‘\\H‘HH‘\H\i\\H‘\H\‘\M‘\‘\H\‘HH“HH‘HH‘H\ ‘HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance
128.0
/V\\ T A\A T ‘ T ‘
13.50
5000 m/z 101.95 8.60%
51.0 102.0
27.0 640 77,0
R RA o R A
m/z--> 20 30 40 50 60 70 80 90 100110120130
Abundance #13678: Azulene . —
128.0 13.50
m/z 126.00 7.35%
5000
102.0
51.0
S et G d N IS L
m/z--> 20 30 40 50 60 70 80 90 100110120130 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.631 4.51 ug/L 65365 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 95
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 95
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 91

Abundance Scan 4227 (14.631 min): VV024258.D\data.ms (-4218) (- m/z 142.05 100.00%
142.1

5000
1151 /\
e e
14.50 15.00
39.1 63.0 89.0
R e e 2970 7 14105 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — /\ —

115.0 14.50 15.00
m/z 115.10  31.95%

30.0 930 890 I
il | il |

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

Abundance
142.0 /\
—
14.50 15.00
5000 ITI/Z 139.05 11.45%
115.0
39.0 63.0 89.0
e R L
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22150: Naphthalene, 2-methyl- —— T
142.0 14.50 15.00
m/z 143.05 10.64%
5000
115.0
50.0 0 990 | || /\
R R A o B e P C
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_V\Data\VVv123121\
Data File : VV024258.D

Acqg On : 31 Dec 2021 02:34

Operator : SY/MD

Sample : M5213-06DL 200X

Misc : 6.00G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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... 9.709 2.9 ug/L 38107 2  8.853 650134 50.0
Benzene, propyl- 10.355 4.0 ug/L 57372 3 11.249 725460 50.0
Benzene, 1l-ethy... 10.448 20.5 wug/L 297466 3 11.249 725460 50.0
Benzene, 1,2,3-... 11.336 9.0 ug/L 131033 3 11.249 725460 50.0
Indane 11.529 8.1 wug/L 116779 3 11.249 725460 50.0
Benzene, 1,2,3,... 12.464 2.7 ug/L 38978 3 11.249 725460 50.0
Azulene 13.503 4.8 ug/L 68915 3 11.249 725460 50.0
Naphthalene, 1-... 14.631 4.5 ug/L 65365 3 11.249 725460 50.0
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