LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM120524WMA .M
Title : VOC Analysis

Signal : TIC: VXe44151.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 27 rBvV2 4614 5803 0.61% 0.071%
2 1.368 42 46 58 rBvV 95494 130132 13.72% 1.581%
3 1.599 70 84 85 rBV4 19847 71422 7.53% 0.868%
4 1.642 88 91 106 rVB 92572 183015 19.30%  2.224%
5 2.288 192 197 211 rvVB 184017 296327 31.25% 3.601%
6 2.703 263 265 269 rVW4 915 1182 0.12% 0.014%
7 2.788 272 279 284 rBVS 1526 3229 0.34% 0.039%
8 2.934 299 303 312 rVB2 4127 9801 1.03% 0.119%
9 3.050 320 322 324 rBV3 515 567 0.06% 0.007%
106 3.349 370 371 373 rBV 533 478 0.05% 0.006%
11  3.434 378 385 394 rVB5S 3502 8465 ©0.89% 0.103%
12 3.514 396 398 401 rBV2 551 466 0.05% 0.006%
13 3.544 401 403 405 rVB 537 441 0.05% 0.005%
14 3.581 405 409 411 rBV3 542 814 0.09% 0.010%
15 3.739 433 435 437 rBV3 582 579 0.06% 0.007%
16 3.794 442 444 446 rBV2 666 424 0.04% 0.005%
17 3.910 462 463 465 rBv2 545 411 0.04% 0.005%
18 3.934 465 467 470 rVB3 655 610 0.06% 0.007%
19 4.026 481 482 486 rVB2 562 418 0.04% 0.005%
20 4.080 490 491 494 rBV2 487 457 0.05% 0.006%
21  4.190 507 509 512 rBV3 452 502 0.05% 0.006%
22 4,215 512 513 518 rBv4 417 493 0.05% 0.006%
23 4.257 518 520 524 rVB2 731 761 0.08% 0.009%
24  4.288 524 525 529 rBV3 546 695 ©0.07% ©0.008%
25 4.385 539 541 542 rVB 853 415 0.04% 0.005%
26 4.471 546 555 573 rBV 55830 190762 20.12%  2.318%
27 4.946 631 633 634 rBv2 762 463 0.05% 0.006%
28 4.964 634 636 639 rvW4 570 673 0.07% 0.008%
29 5.056 639 651 668 rvv2 124335 396137 41.77% 4.814%
30 5.172 668 670 673 rvB3 1047 981 ©0.10% 0.012%
31 5.263 683 685 686 rBvV 526 426 0.04% 0.005%
32 5.385 703 705 706 rBV2 640 449 0.05% 0.005%
33 5.446 713 715 717 rBvV2 481 410 0.04% 0.005%
34 5.489 720 722 723 rBvV2 698 407 0.04% 0.005%
35 5.538 727 730 731 rvB3 707 531 0.06% 0.006%
36 5.611 741 742 745 rBV3 600 473 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM120524WMA .M
Title : VOC Analysis
37 5.653 745 749 752 rVWVW5 676 1022 0.11% 0.012%
38 5.684 752 754 760 rVvw4 489 729 0.08% 0.009%
39 5.788 767 771 772 rBV3 698 782 0.08% 0.010%
40 5.818 775 776 778 rBV 554 524 0.06% 0.006%
41 5.964 788 800 815 rBvV2 326852 948334 100.00% 11.524%
42 6.245 843 846 848 rBV2 785 961 0.10% 0.012%
43 6.312 855 857 858 rBV 831 680 0.07% ©0.008%
44 6.354 862 864 865 rvV 789 457 0.05% 0.006%
45 6.373 865 867 869 rvv2 573 426 0.04% 0.005%
46 6.446 875 879 881 rBV 628 778 0.08% 0.009%
47 6.476 881 884 887 rVB3 447 630 0.07% ©0.008%
48 6.604 902 905 906 rBvV2 660 682 0.07% 0.008%
49 6.757 921 930 949 rVvVv 232140 557744 58.81% 6.778%
50 7.092 982 985 986 rBv3 1333 1049 0.11% 0.013%
51 7.123 986 990 992 rBV5 1758 2956 ©0.31% 0.036%
52 7.306 1010 1020 1042 rBV 192599 435521 45.92% 5.292%
53 7.488 1047 1050 1054 rBV3 1106 1327 0.14% 0.016%
54 7.574 1060 1064 1071 rVB4 695 1137 0.12% 0.014%
55 7.702 1083 1085 1090 rBV4 973 1374 0.14% 0.017%
56 7.915 1119 1120 1123 rBV3 695 664 0.07% 0.008%
57 7.970 1127 1129 1131 rvv2 548 495 0.05% 0.006%
58 7.994 1131 1133 1134 rVWV 779 433 0.05% 0.005%
59 8.049 1140 1142 1145 rVV3 496 610 0.06% 0.007%
60 8.080 1145 1147 1151 rVVv4 485 532 0.06% 0.006%
61 8.110 1151 1152 1155 rVWV3 935 677 ©0.07% ©0.008%
62 8.202 1166 1167 1170 rBV3 539 427 0.05% 0.005%
63 8.324 1181 1187 1201 rBV 120376 205132 21.63% 2.493%
64 8.482 1211 1213 1215 rVB2 762 522 0.06% 0.006%
65 8.555 1223 1225 1226 rBV 830 481 0.05% 0.006%
66 8.647 1234 1240 1255 rBV 459062 726862 76.65%  8.833%
67 8.909 1277 1283 1284 rBV3 1409 2318 0.24% 0.028%
68 8.952 1285 1290 1298 rVWV 84690 130617 13.77% 1.587%
69 9.177 1326 1327 1329 rVB2 580 407 0.04% 0.005%
70  9.202 1329 1331 1332 rBV 608 487 0.05% 0.006%
71  9.275 1336 1343 1352 rVB 44253 71629 7.55% 0.870%
72 9.384 1352 1361 1386 rBV 264449 434205 45.79% 5.276%
73 9.817 1429 1432 1437 rBvV6 1341 2427 0.26% 0.029%
74  9.903 1441 1446 1448 rBV3 1928 2275 0.24% 0.028%
75 10.012 1460 1464 1465 rBV2 1699 2244 0.24% 0.027%

76 10.049 1465 1470 1481 rVV 454434 645361 68.05% 7.842%

SFAMXLM120524WMA.M Mon Dec 09 ©5:43:35 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 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\SFAMXLM120524WMA .M
Title : VOC Analysis
77 10.275 1504 1507 1509 rBV4 2773 3411 0.36% 0.041%
78 10.311 1511 1513 1517 rVWV3 8520 11430 1.21% 0.139%
79 10.360 1517 1521 1527 rVB3 31502 41148 4.34% 0.500%
80 10.451 1532 1536 1541 rVB6 3053 4503 0.47%  0.055%
81 10.531 1547 1549 1551 rBV3 1210 1115 0.12% 0.014%
82 10.585 1552 1558 1562 rVvV3 18809 31908 3.36% 0.388%
83 10.750 1582 1585 1587 rBV3 10009 13952 1.47% 0.170%
84 10.781 1587 1590 1593 rVB2 28409 35420 3.73% 0.430%
85 10.854 1598 1602 1606 rBv2 27012 37294 3.93% 0.453%
86 10.939 1614 1616 1621 rVB5 6520 9450 1.00% 0.115%
87 11.189 1653 1657 1673 rVB 366826 510299 53.81% 6.201%
88 11.476 1700 1704 1710 rVB 133046 153937 16.23% 1.871%
89 11.713 1740 1743 1746 rBV 35964 40420 4.26% 0.491%
90 11.835 1759 1763 1766 rBV5 8040 13362 1.41% 0.162%
91 11.939 1777 1780 1783 rBV 21792 27275 2.88% 0.331%
92 12.018 1789 1793 1799 rBV 467997 609908 64.31% 7.412%
93 12.317 1837 1842 1849 rVB 524359 660188 69.62% 8.023%
94 12.420 1856 1859 1863 rVB 101781 110896 11.69%  1.348%
95 13.268 1994 1998 2007 rBV2 98667 156524 16.51% 1.902%
96 14.036 2121 2124 2128 rBV 75345 79752 8.41% 0.969%
97 14.615 2216 2219 2220 rBV2 21678 25998 2.74% 0.316%
98 14.755 2239 2242 2244 rBV 41240 46089 4.86% ©0.560%
99 15.487 2357 2362 2369 rBV4 37606 64301 6.78% 0.781%
100 16.658 2550 2554 2565 rVB3 19475 45041 4.75% 0.547%
Sum of corrected areas: 8229158
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

500000

400000

300000

200000

100000

o

: P5066-03 10X
: 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\

: VXe44151.D
: 05 Dec 2024 16:40

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.M
: VOC Analysis

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

TIC: VX044151.D\data.ms

5.964

2.288

5.056
1.368 1.642

1.5
1.24 2.7028893450 3.344341383 3. 1526588l 6.848

Time-->
Abundance

500000

400000

300000

200000

100000

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
TIC: VX044151.D\data.ms

8.647 10.049

11.189

9.384
6.757

7.306

0
Time-->
Abundance

500000

400000

300000

200000

100000

8.324
8.952
A\ 9.27
m04 7?0% 7 47887/4702 7 MO

‘ i = T I
6. 50 7. 00 7. 50 8 50 9. 00 9.50 10 00 10.50 11.00

TIC: VX044151.D\data.ms

12.817
12.018

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ 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\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.360 3.19 ug/L 41148 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 81
4 Nonane 128 C9H20 000111-84-2 74
5 Octane 114 C8H18 000111-65-9 59

Abundance Scan 1521 (10.360 min): VX044151.D\data.ms (-1517) (- m/z 43.10 100.00%

4'2
5000 85.0 MJ\/
128.2 10. 00 10 50
67 QD
0 m_m‘;‘l HH S0 Lo T 1842 o 5710 79.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane
43.0
5000 e P
10.00 10.50
L 85.0 m/z 41.00 55.93%
128.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane
43.0
rarll, Lol
10.00 10.50
5000 ITI/Z 85.05 40.14%
85.0
saso | Ll | [ amo
e
miz--> 20 40 60 80 100 120 140 160 /\ A J\
Abundance #14520: Nonane N B P\
43.0 10.00 10.50
m/z 71.10 31.28%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 Cyclohexanone, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.854 2.89 ug/L 37294  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3-dimethyl- 126 C8H140 013395-76-1 91
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 87
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 83
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 80
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 80

Abundance Scan 1602 (10.854 min): VX044151.D\data.ms (-1598) (- m/z 83.05 100.00%

55.0 83.0
5000
126.3 WW

| 170.2 10. 50 11 00
01 A m/z 55.05 92.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13079: Cyclohexanone, 2,3-dimethyl-
55.0
83.0 KJM
5000
126.0 10. 50 11 00
m/z 81.95 65.40%
| MJ; H | \‘108\'0 |
0\\\‘\\\\‘\\\‘\\\\“‘\\\\‘\}‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13196: Cyclohexane, propyl-
55.0 83.0 /\AM
10. 50 11 00
5000 m/z 41.00 50.49%
27.0 126.0
01 e e e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #13201: Cyclohexane, propyl- T T
83.0 10.50 11.00
55.0 m/z 39.10 32.82%
5000
126.0
29.0
0HWHH“”‘H““1“”“1”“‘mew‘m_m — —r—
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.476  12.62 ug/L 153937 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 97
2 Decane 142 C10H22 000124-18-5 94
3 Decane 142 C1leH22 000124-18-5 90
4 Undecane 156 C1l1H24 001120-21-4 90
5 Dodecane 170 C12H26 000112-40-3 87
Abundance Scan 1704 (11.476 min): VX044151.D\data.ms (-1700) (-  m/z 57.10 100.00%
57.1
5000
85.0 JLVN
P
142.2 11.50
11
o‘w‘??j\ "u‘“w‘H“_m_m“”wlzq‘l‘m m/z 43.05 98.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22067: Decane
43.0
5000 NM T T T T
71.0 11.50
m/z 41.10 61.95%
‘ ‘ H 99.0 142.0
O\\\‘\}\\“\\\\‘\\\\‘ \\\‘\\\\‘\\\\“f\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160 180
Abundance #22068: Decane
43.0
—
11.50
5000 m/z 71.05 40.89%
71.0
oaso | | |0 o
miz--> 20 40 60 80 100 120 140 160 180 M
Abundance #22066: Decane i B
57.0 11.50
m/z 85.05 29.00%
5000
29.0 85.0
‘ ‘ 113.0 1420
m/z--> 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.421 9.09 ug/L 110896 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Undecane 156 C11H24 001120-21-4 87
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 64

Abundance Scan 1859 (12.420 min): VX044151.D\data.ms (-1856) (-~ m/z 57.10 100.00%
57.1

5000
85.1
==
12.50
112.0 156.0
0 181.1 m/z 43.10  90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0
5000 IR
85.0 12.50
29.0 ’ m/z 41.10 54.34%
“ H | “ 113.0 156.0
O \\\‘\\\\“}\\\“\\H\‘\\\\H‘\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane
43.0
—
12.50
m/z 71.10 49.94%
5000 71.0
0 ‘ H‘\ \“ \‘ 9%0 \127'0 15§'O
R A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59063: Undecane, 4,6-dimethyl- =
57.0 12.50
m/z 85.10 29.18%
5000
29.0 1130
0 ‘H‘»\H“\uw‘wwJH»‘Hw(‘mlf‘&-?wﬁ%ow ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.268 12.83 ug/L 156524  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 91
3 Dodecane 170 C12H26 000112-40-3 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1998 (13.268 min): VX044151.D\data.ms (-1994) (- m/z 57.10 100.00%
57.1

5000
85.1
s 5
13.00 13.50
112.1 170.2
ol 35 :mhuu“‘wlm«”‘H:uﬁ%f'ﬂwmw‘l‘??ﬁ m/z 43.05 89.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane
57.0
5000 LA P
85.0 13.00 13.50
m/z 41.10 57.80%
29.0 170.0
0 \\\‘\‘\‘\ \“‘1 T \“H“ T \“1 T |‘1‘\ T \H‘%:\l}z‘\-o‘\”\ %L\4‘1\(\)\ T \‘\'\ [T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane
57.0
— —
13.00 13.50
5000 m/z 71.10 55.73%
85.0
290 170.0
112.0 .
S T O O 1 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45479: Dodecane T =
43.0 13.00 13.50
m/z 85.10 34.68%
71.0
5000
98.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.036 6.54 ug/L 79752  1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 93
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Tridecane 184 C13H28 000629-50-5 83

Abundance Scan 2124 (14.036 min): VX044151.D\data.ms (-2121) (- m/z 57.05 100.00%

57.0
5000
85.0
‘ 14.00 |
112.2 1412 184.2 :
0 m_‘H‘m!‘_‘“H“MHWH_Hm_“1‘6‘2”1‘“””_‘ m/z 43.10  87.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 o :
850 14.00
29.0 m/z 71.10 58.28%
\‘ ‘\ Lo J ) 1130 1410 184.0
O\\\‘\\1\“1\\1‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
T \
14.00
5000 85.0 ITI/Z 41.10 54.05%
29.0
“ ‘ | 1120 110 1840
o-——t-—r-tee e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane T ‘
57.0 14.00
m/z 85.05 37.12%
5000
29.0 85.0
ol bl 3130 1410 1840 i, L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.755 3.78 ug/L 46089 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 94
3 Tetradecane 198 C14H30 000629-59-4 91
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Hexadecane 226 Cl16H34 000544-76-3 86

Abundance Scan 2242 (14.755 min): VX044151.D\data.ms (-2239) (- m/z 57.05 100.00%
57.0

Ju s | 1500
141.0 198.1 : '
owmwi‘m ":H\‘,‘lw‘,w,muH,wlf’?‘l‘_ww m/z 43.10  92.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
5000 85.0 T —
14.50 15.00
29.0 m/z 71.10 66.21%
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
— 0
14.50 15.00
5000 85.0 ITI/Z 41.05 53.64%
290‘
113.0 198.0
bt b L 120,142 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane T —
57.0 14.50 15.00
m/z 85.05 47 .39%
5000
85.0
290
o L 130 310 190 1500
“w“u‘H‘w“u,u‘w“u,u‘w"H‘H‘w“u‘u“ T -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX@44151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA .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 10 Naphthalene, 2,7-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.487 5.27 ug/L 64301 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 90
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 86
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 81
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64

Abundance Scan 2362 (15.487 min): VX044151.D\data.ms (-2357) (-
57.1

m/z 57.10 100.00%

156.1
5000 85.1
128.1 LT
15.50
180.9 206.7
0! m/z 43.10 86.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 L
15.50
m/z 71.10 63.81%
77.0 128.0
A0 20201
0\\\‘\‘\\\"\\“\‘\‘}}\‘\“\\\\’\\\\‘\‘\‘\\i\\‘ ‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
e
15.50
5000 ITI/Z 156.10 59.40%
115.0
L G S S Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 /
Abundance #33164: Naphthalene, 1,6-dimethyl- Py —%
156.0 15.50
m/z 41.05 47 .33%
5000
115.0 w
28.0 69.0
0H\‘\\H’HH‘\H\‘HH’H\‘\‘\“!‘HH‘H‘ R AR e
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\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.M
Quant Title : 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 11 Naphthalene, 1,6,7-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.657 3.69 ug/L 45041 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 90
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 87
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 87
4 Naphthalene, 1-(1-methylethyl)- 170 C13H14 006158-45-8 86
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 80

Abundance Scan 2554 (16.657 min): VX044151.D\data.ms (-2550) (-  m/z 155.00 100.00%

155.0
5000 /\/\/\w
e e
39.0 76.0 127.0 og1- 16.40 16.60
0 2l SR m/z 170010 77.74%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
16.40 16.60
m/z 128.05 28.98%
O ‘\\:\3\9‘-\(\)\\‘\\7\6}‘-‘?\\\‘\\\ﬁz\ﬁ.ﬂ\\‘”w‘\”\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
o B e e
16.40 16.60
5000 m/z 153.05 21.53%
115.0
63.0 M
0! R
m/z--> 20 40 60 80 100120140160180200220240260280 /M /\
Abundance #45541: Naphthalene, 1,4,6-trimethyl- L 1
170.0 16.40 16.60
m/z 152.05 20.22%
5000
N0 1 N Y AL Y
m/z--> 20 40 60 80 100120140160180200220240260280 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120524\
Data File : VX044151.D

Acqg On : 05 Dec 2024 16:40

Operator : JC/MD

Sample : P5066-03 10X

Misc : 6.19g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120524WMA.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... 10.360 3.2 ug/L 41148 2 10.055 645361 50.0
Cyclohexanone, ... 10.854 2.9 ug/L 37294 2 10.055 645361 50.0
(DEL) Alkane: S... 11.476 12.6 ug/L 153937 3 12.018 609908 50.0
(DEL) Alkane: S 12.421 9.1 ug/L 110896 3 12.018 609908 50.0
(DEL) Alkane: S 13.268 12.8 ug/L 156524 3 12.018 609908 50.0
(DEL) Alkane: S 14.036 6.5 ug/L 79752 3 12.018 609908 50.0
(DEL) Alkane: S... 14.755 3.8 ug/L 46089 3 12.018 609908 50.0
Naphthalene, 2,... 15.487 5.3 ug/L 64301 3 12.018 609908 50.0
Naphthalene, 1,... 16.657 3.7 ug/L 45041 3 12.018 609908 50.0
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