LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLM122321WMA.M
Title : VOC Analysis

Signal : TIC: VX@26019.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.374 43 47 53 rBV 110024 113699 12.92% 1.230%
2 1.654 89 93 102 rVB 89264 111970 12.73% 1.211%
3 2.306 194 200 211 rBV 190946 292779 33.28% 3.168%
4 2.794 275 280 283 rBV4 2451 4638 ©0.53% 0.050%
5 2.898 295 297 298 rBV 211 203 0.02% 0.002%
6 2.928 300 302 303 rBV 328 282 0.03% 0.003%
7 3.093 325 329 330 rBV2 972 1088 0.12% 0.012%
8 3.209 347 348 350 rBV 262 227 0.03% 0.002%
9 3.318 364 366 369 rBV2 203 256 0.03% 0.003%
10 3.446 381 387 392 rVB6 1441 2844 0.32% 0.031%
11  3.544 402 403 407 rVW2 254 207 0.02% 0.002%
12 3.806 445 446 449 rVB 313 267 0.03% 0.003%
13  4.276 520 523 524 rBV 323 277 0.03% 0.003%
14  4.294 524 526 527 rBvV2 382 353 0.04% 0.004%
15 4.458 543 553 567 rBV 69134 206768 23.50% 2.237%
16 4.794 604 608 610 rBvV2 181 242 0.03% 0.003%
17 4.818 610 612 614 rVB2 446 339 0.04% 0.004%
18 5.062 640 652 673 rW 105375 348437 39.61% 3.770%
19 5.251 681 683 686 rBv 181 234 0.03% 0.003%
20 5.385 703 705 708 rBV2 250 328 0.04% 0.004%
21 5.477 717 720 721 rBV2 417 456 0.05% 0.005%
22 5.501 721 724 728 rVV5 788 1339 0.15% 0.014%
23 5.623 740 744 746 rVB3 417 514 0.06% 0.006%
24 5.970 789 801 816 rBV2 298060 879735 100.00%  9.518%
25 6.184 833 836 838 rBv2 334 357 0.04% 0.004%
26 6.354 858 864 867 rBV5 921 1737 0.20% 0.019%
27 6.482 881 885 887 rvv2 228 322 0.04% 0.003%
28 6.617 902 907 911 rVW4 989 19060 0.22% 0.021%
29 6.763 922 931 947 rBV 205195 485931 55.24% 5.257%
30 7.117 983 989 994 rvVB4 1642 3371 0.38% 0.036%
31 7.190 999 1001 1002 rBV 230 212  0.02% 0.002%
32 7.312 1012 1021 1032 rBV 183025 402609 45.76% 4.356%
33 7.458 1042 1045 1046 rBV 274 255 0.03% 0.003%
34 7.488 1048 1050 1052 rvB2 479 331 0.04% 0.004%
35 7.568 1058 1063 1066 rBvV3 469 506 0.06% 0.005%
36 7.769 1092 1096 1098 rBV 296 349 0.04% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLM122321WMA.M
Title : VOC Analysis
37 7.897 1114 1117 1119 rBV2 295 305 ©0.03% 0.003%
38 8.049 1140 1142 1144 rVv2 466 531 0.06% 0.006%
39 8.068 1144 1145 1147 rVB 491 272 0.03% 0.003%
40 8.183 1161 1164 1169 rVV3 396 712 0.08% 0.008%
41  8.281 1175 1180 1182 rBv4 1286 2301 0.26% 0.025%
42 8.324 1182 1187 1197 rVV 110651 185082 21.04% 2.002%
43 8.439 1201 1206 1210 rVV5 1999 3163 0.36% 0.034%
44  8.476 1210 1212 1215 rVB4 643 661 ©0.08% 0.007%
45  8.604 1226 1233 1234 rBV2 1552 2057 0.23% 0.022%
46 8.653 1234 1241 1248 rW 445132 710269 80.74% 7.684%
47  8.720 1248 1252 1259 rVB 10170 15866 1.80% 0.172%
48 8.848 1271 1273 1275 rVB 271 202 0.02% 0.002%
49 8.952 1281 1290 1301 rBV 77905 114830 13.05% 1.242%
50 9.104 1309 1315 1320 rBV3 975 1420 0.16% 0.015%
51 9.171 1325 1326 1329 rVB2 363 258 0.03% 0.003%
52 9.201 1329 1331 1333 rBV2 239 211 0.02% 0.002%
53 9.226 1333 1335 1338 rBV3 332 424 0.05% 0.005%
54 9.281 1339 1344 1348 rBV2 4779 9018 1.03% 0.098%
55 9.384 1356 1361 1371 rVB 317803 463844 52.73% 5.018%
56 9.506 1377 1381 1387 rVB6 3800 7460 0.85% 0.081%
57 9.616 1395 1399 1404 rBV2 1980 3183 0.36% 0.034%
58 9.695 1411 1412 1415 rVB2 1377 1059 0.12% 0.011%
59 9.762 1418 1423 1427 rVB5 1269 1766 0.20% 0.019%
60 9.829 1428 1434 1439 rBVv7 4068 8582 0.98% 0.093%
61 9.903 1443 1446 1452 rVB2 8360 12072 1.37% 0.131%
62 9.951 1452 1454 1457 rVB3 294 354 0.04% 0.004%
63 10.006 1457 1463 1466 rBV 7189 10697 1.22% 0.116%
64 10.055 1466 1471 1482 rVB 458718 608911 69.22% 6.588%
65 10.195 1488 1494 1499 rBV 212861 269590 30.64% 2.917%
66 10.299 1504 1511 1518 rVV 609646 840901 95.59% 9.098%
67 10.360 1518 1521 1529 rVB6 5950 9823 1.12% 0.106%
68 10.457 1533 1537 1542 rVB4 1447 1968 0.22% 0.021%
69 10.531 1546 1549 1551 rBVS5S 1485 1940 0.22% 0.021%
70 10.591 1554 1559 1563 rVv4 11156 17635 2.00% 0.191%
71 10.640 1563 1567 1577 rVB 91791 131291 14.92% 1.420%
72 10.756 1582 1586 1587 rBV2 3878 4940 0.56% 0.053%
73 10.780 1587 1590 1594 rVB 19062 23266 2.64% 0.252%
74 10.860 1594 1603 1606 rBV3 16653 29923  3.40% 0.324%
75 10.963 1614 1620 1624 rBV 17056 24865 2.83% 0.269%
76 11.030 1628 1631 1635 rVv2 8892 10760 1.22% 0.116%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 14 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\SFAMXLM122321WMA.M
Title : VOC Analysis
77 11.110 1642 1644 1651 rVB2 23252 34096 3.88% 0.369%
78 11.195 1651 1658 1666 rBV 375711 493867 56.14% 5.343%
79 11.305 1673 1676 1685 rBV2 19913 32269 3.67% 0.349%
80 11.384 1685 1689 1694 rBV 34778 65510 7.45% ©.709%
81 11.451 1694 1700 1703 rBvV2 24161 38176 4.34% 0.413%
82 11.616 1723 1727 1733 rBV2 27921 49690 5.65% 0.538%
83 11.683 1735 1738 1740 rVWV 11768 13743 1.56% 0.149%
84 11.719 1740 1744 1746 rVV 37586 45817 5.21% ©0.496%
85 11.756 1746 1750 1759 rVB 126105 185053 21.04% 2.002%
86 11.841 1760 1764 1767 rBV 16385 24374 2.77% 0.264%
87 11.939 1776 1780 1783 rBV4 23742 34250 3.89% 0.371%
88 12.024 1789 1794 1800 rBV 528599 659100 74.92% 7.131%
89 12.091 1800 1805 1809 rVvV3 32763 69978 7.95% 0.757%
90 12.244 1826 1830 1837 rBV2 52447 86064 9.78% 0.931%
91 12.323 1837 1843 1848 rVB 547627 702328 79.83% 7.598%
92 12.427 1856 1860 1864 rVB2 22995 29769 3.38% 0.322%
93 12.536 1874 1878 1879 rBV3 16092 19895 2.26% 0.215%
94 13.268 1995 1998 2000 rBV 25943 30005 3.41% 0.325%
95 13.585 2047 2050 2055 rVB3 6958 11656 1.32% 0.126%
96 13.774 2077 2081 2088 rVB 110345 154164 17.52% 1.668%
97 14.042 2122 2125 2128 rVB 14142 14520 1.65% 0.157%
98 14.615 2216 2219 2220 rBV 8825 8851 1.91% 0.096%
99 15.481 2357 2361 2369 rVB3 14164 23121 2.63% 0.250%
100 15.615 2379 2383 2387 rBV2 11970 18926 2.15% 0.205%
Sum of corrected areas: 9242996
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: M5154-09DL 10X
: 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH
14

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\

: VX026019.D
: 24 Dec 2021 16:56

JC/MD

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA .M

: VOC Analysis

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

Abundance
600000

500000

400000

300000

200000

100000

o

TIC: VX026019.D\data.ms

5.970

2.306

1.374

1.654 5.062

4.458

728953, 09328%2&3431644 3.806 5.2%1 38

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 360 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
600000

500000

400000

300000

200000

100000

TIC: VX026019.D\data.ms

10.299

8.653 10.055

11.195

9.384

6.763 10.19

7.312

8.324

8.952

7.71100 | 774888587 . 76989 MERIR: 664/ #4 gm 959@1@%

0
Time-->

B%4482617
— T
6.50

7.00 7.50 8.00 8.50 9. 00 9. 50 10 00

10. 50

Abundance
600000

500000

400000

300000

200000

100000

0

TIC: VX026019.D\data.ms

12.024 12.323

15.4851615
VAN

~ A A
[ B LI T T T T T T T 1 T T L . T T L R

T T T T T T T
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\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Oxalic acid, isobutyl nonyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.110 2.59 ug/L 34096 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 59
2 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 59
3 Nonadecane 268 C19H40 000629-92-5 53
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 53
5 Hexadecane 226 Cl16H34 000544-76-3 53
Abundance Scan 1644 (11.110 min): VX026019.D\data.ms (-1642) (-~ m/z 57.10 100.00%
57.1
5000
e —
‘ ‘99‘-1 11.00 11.50
0h ‘h N ¢‘Wu‘,u —————T m/z 43.10 76.91%
miz-> 50 100 150 200 250
Abundance #163251: Oxalic acid, isobutyl nonyl ester
57.0
5000 W ‘ DU
11.00 11.50
m/z 41.05 44.37%
R7.0
0 L \\‘97\\'0 127.0 17;"0
‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
—— —
11.00 11.50
5000 m/z 71.10 33.63%
R7.0 99.0
0 169.0 2110 296.
—— T
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T e
57.0 11.00 11.50
m/z 56.10 24.63%
5000
99.0
ob oL L, dar0 ses0 2680 b ) Fl Dy
m/z--> 50 100 150 200 250 11.00 11.50

SFAMXLM122321WMA.M Mon Jan 03 16:36:03 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.384 4.97 ug/L 65510 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1689 (11.384 min): VX026019.D\data.ms (-1685) (- m/z 105.10 100.00%
105.1
5000
120.1 M }\
51.1 ‘ ‘ 140.2 11.00 11.50
Ol ot e e 2ERE sz 120,180 33.99%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 A AM‘ L
120.0 11.00 11.50
m/z 77.00 12.02%
39.0 77.0
[ T \‘\ T \“‘\ \“i‘\“.%\ T \““ T \‘1 T “i‘\ \‘\"‘\ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0 M
LY
11.00 11.50
5000 m/z 91.00 11.91%
120.0
77.0
0L15.0 390 590
e e
miz--> 20 40 60 80 100 120 140 J\
Abundance #10726: Benzene, 1-ethyl-4-methyl- A P NP,
105.0 11.00 11.50
m/z 106.10 8.98%
5000
Lo 770 120.0 )\
27.0 : )\
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616 3.77 ug/L 49690 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 1727 (11.616 min): VX026019.D\data.ms (-1723) (| m/z 105.05 100.00%
105.1
5000
Mo, )
A
51.0 77.0 91.1 11.50 12.00
0‘w‘HW‘H‘_HJ_H‘M‘WHWm‘mMMH‘qMMWJNW‘NqMHw“ m/z 120.10  29.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

AN\ . |

o
120.0 11.50 12.00
m/z 91.10  10.94%

5000

77.0 91.0
"%%9‘”W‘?%9”Wh‘E%PW”JM”‘WM‘WM‘W”WW””W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance J
105.0
WA pa

o

11.50 12.00
5000 ITI/Z 79.00 10.92%
120.0
. 39.0 63.0 77.0 91.0
-7 S P PRt S R SR I NSO S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #10727: Benzene, 1-ethyl-4-methyl- S Vi s Y
105.0 11.50 12.00
m/z 77.00 10.87%
5000
120.0
79.0
39.0 65.0 ‘ J\j\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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: Cyclic11.939 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.939 2.60 ug/L 34250 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
2 Cyclohexane, (2-methylpropyl)- 140 C1eH20 001678-98-4 50
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 45
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 43
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
Abundance Scan 1780 (11.939 min): VX026019.D\data.ms (-1776) (- m/z 57.10 100.00%
57.1 3.1
39
1111 U
LA LT
R H‘ e Ll e e myz 83.10 89.90%
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 1
12.00
m/z 55.10 74.41%
290 140.0
O\\\\‘\H\\“H\\\“!“\‘}“\\“l\\\“?‘J\-]\"\O‘\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance
55.0 83.0
e
12.00
5000 m/z 41.10 69.53%
270 140.0
0 112.0
R L e B e e e A B
m/iz--> 20 40 60 80 100 120 140
Abundance #20732: Cyclohexane, (2-methylpropyl)- —
55.0 83.0 12.00
m/z 71.10 61.44%
5000
21.0 ‘ ‘ H ‘ 140.0
oHH_HH‘NHM_:u“Mwl“‘l‘l?:o_uwlww ‘ LA
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 5.31 ug/L 69978 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1805 (12.091 min): VX026019.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000
/\‘ ‘ A LSO
51.0 77‘-1 1211 150 12.00
0 bt W SIS 902 T m/z 120018 37.61%
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 /\ i T ]‘\ \
12.00
m/z 77.10 11.70%
510 770 o
O ‘2\7\.(\)\“ T \“\‘\”“\‘\ T \‘H’ T \‘\ T ‘M\ \‘\“‘\.O\\ L B
miz--> 20 40 60 80 100 120 140
Abundance
105.0
(Ll v
12.00
5000 m/z 119.10 11.50%
0L15.0 39.0 590 /'O 121.0
e e e
miz—-> 20 40 60 80 100 120 140 A JU\
Abundance #10715: Benzene, 1,2,3-trimethyl- ‘  a NN ‘
105.0 12.00
m/z 106.10 9.59%
5000
39.0 770 121.0 )\ /\
ol 380 T P00 Ll R P S
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 6.53 ug/L 86064 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 81
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
5 Indane 118 C9H1e 000496-11-7 74
Abundance Scan 1830 (12.244 min): VX026019.D\data.ms (-1826) (- m/z 117.05 100.00%
117.1
5000
290 sLo b s
57.8 7 . .
134.1
0 ‘_H‘,m“,mH;‘mJL,Mwm‘HHM‘HH_MW‘WHMHW m/z 118.10  54.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
A A
5000 A
91.0 12.00 12.50
m/z 115.00 32.07%
390 520 65.0 78.
O \‘\zﬁr\o’\\\\"\\Hf\\‘\’\‘\‘\\‘\\\w‘H\\‘\\H]_‘qﬁ\()‘\\l\‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance
117.0
— —
12.00 12.50
5000 m/z 91.05 17.87%
91.0
o 27.0 51.0 65.0 78.0 104.0
T e A e e e
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 M W
Abundance #10190: Benzene, 2-propenyl- AN e 4
117.0 12.00 12.50
m/z 119.10 11.35%
5000
39.0 58.0 91.0 A/\
o AL, UL
oo oy 0 ewo L L
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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 8 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.774 11.70 ug/L 154164 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Naphthalene 128 C10H8 000091-20-3 94
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 2081 (13.774 min): VX026019.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
— —
51.1 74.1 102.0 ‘ 13.50 14.00
O bl S L1490 s 107 05 13.63%
miz--> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 — e
13.50 14.00
m/z 129.05 11.49%
51.0 75.0 102.0 ‘
0 ‘\\\\‘\\“\\’w\\w‘\\\\“‘\\\\’\“\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
128.0
A o
13.50 14.00
5000 m/z 51.10 9.20%
o 270 51.0 770 1020
L A
m/iz--> 20 40 60 80 100 120 140
Abundance #13685: Naphthalene A Pt A
128.0 13.50 14.00
m/z 102.00 8.16%
5000
64.0
ol 20 [ Lee0F0 e
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX122421\
Data File : VX026019.D

Acqg On : 24 Dec 2021 16:56

Operator : JC/MD

Sample : M5154-09DL 10X

Misc : 7.03g/5mL/100uL/5.0emL/MSVOA_X/MEOH

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM122321WMA.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|
Oxalic acid, is... 11.110 2.6 ug/L 34096 3 12.024 659100 50.0
Benzene, 1l-ethy... 11.384 5.0 ug/L 65510 3 12.024 659100 50.0
Benzene, 1l-ethy... 11.616 3.8 ug/L 49690 3 12.024 659100 50.0
(DEL) Alkane: C... 11.939 2.6 ug/L 34250 3 12.024 659100 50.0
Benzene, 1,2,3-... 12.091 5.3 ug/L 69978 3 12.024 659100 50.0
Tetracyclo[3.3.... 12.244 6.5 ug/L 86064 3 12.024 659100 50.0
Azulene 13.774 11.7 ug/L 154164 3 12.024 659100 50.0
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