LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031970.D

Acqg On ¢ 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@31970.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.188 41 46 51 rBV 8179 7992 0.34% 0.051%
2 1.278 68 74 89 rBv 48912 71108 3.02% 0.457%
3 1.526 146 151 165 rBV 26413 42937 1.82% 0.276%
4 2.040 302 311 329 rVB 137459 202140 8.57%  1.298%
5 2.262 378 380 385 rBV5 633 589 0.02% 0.004%
6 2.442 428 436 450 rVB2 7852 14324 0.61% 0.092%
7 2.558 461 472 490 rBV 22742 51087 2.17% 0.328%
8 2.950 584 594 595 rBv4 1612 1956 ©0.08% 0.013%
9 3.285 693 698 702 rBV4 316 335 0.01% 0.002%
106 3.304 702 704 707 rVB4 398 220 0.01% ©0.001%
11  3.330 707 712 715 rBV2 412 455 0.02% 0.003%
12 3.413 735 738 741 rBV2 305 243 0.01% 0.002%
13 3.516 766 770 773 rBV2 334 263 0.01% 0.002%
14 3.587 790 792 795 rBV 270 234 0.01% 0.002%
15 3.619 799 802 804 rBv2 353 210 0.01% 0.001%
16 3.629 804 805 811 rVB4 459 335 0.01% 0.002%
17 3.671 814 818 820 rBV3 553 492 0.02% 0.003%
18 3.722 830 834 835 rBV 360 258 0.01% 0.002%
19 3.744 838 841 844 rVB2 496 358 0.02% 0.002%
20 3.815 852 863 915 rBV2 49564 232820 9.87%  1.495%
21  4.256 982 1000 1034 rBV 118172 340246 14.43%  2.184%
22 4.532 1082 1086 1090 rBv4 472 378 0.02% 0.002%
23 4.600 1105 1107 1110 rVB3 581 358 0.02% 0.002%
24  4.744 1148 1152 1154 rBV3 395 296 0.01% 0.002%
25 4.815 1165 1174 1177 rBV4 1285 1782 ©0.08% 0.011%
26 4.867 1186 1190 1191 rBv4 432 286 0.01% 0.002%
27 4.892 1196 1198 1201 rVB3 508 287 0.01% 0.002%
28 4.957 1201 1218 1246 rBV2 325479 842430 35.73% 5.408%
29 5.230 1300 1303 1304 rBv3 489 312 0.01% 0.002%
30 5.349 1338 1340 1344 rBV3 527 381 0.02% 0.002%
31 5.400 1351 1356 1357 rBvV2 1151 869 0.04% 0.006%
32 5.535 1386 1398 1429 rBV 352240 776563 32.93% 4.986%
33 5.748 1462 1464 1467 rBV4 417 254 0.01% 0.002%
34 5.825 1477 1488 1505 rBV 28819 65985 2.80% 0.424%
35 5.992 1528 1540 1569 rVB 182552 406754 17.25% 2.611%
36 6.227 1610 1613 1614 rBvV2 302 175 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031970.D

Acqg On ¢ 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 6.326 1641 1644 1645 rBV3 543 274 0.01% 0.002%
38 6.355 1651 1653 1660 rBV4 269 277 0.01% 0.002%
39 6.384 1660 1662 1667 rVB3 391 238 0.01% 0.002%
40 6.449 1679 1682 1685 rBV3 371 228 0.01% 0.001%
41 6.590 1714 1726 1729 rBV7 2000 3490 0.15% 0.022%
42 6.674 1749 1752 1754 rBV4 680 506 0.02% 0.003%
43 6.760 1773 1779 1785 rBV7 645 959 0.04% 0.006%
44  6.847 1803 1806 1810 rVB2 400 376 0.02% 0.002%
45 6.918 1816 1828 1852 rBV 101210 210530 8.93% 1.352%
46 7.108 1884 1887 1888 rBV2 678 336 0.01% 0.002%
47 7.130 1889 1894 1895 rBV 853 725 0.03% 0.005%
48 7.169 1904 1906 1908 rBV2 431 238 0.01% 0.002%
49 7.246 1918 1930 1956 rBV 349573 648846 27.52% 4.166%
50 7.506 2005 2011 2017 rVB6 1294 1853 0.08% 0.012%
51 7.561 2017 2028 2062 rBV 66500 144639 6.13% 0.929%
52 7.841 2111 2115 2117 rBV3 540 409 0.02% 0.003%
53 7.867 2121 2123 2127 rVV4 720 527 0.02% 0.003%
54 7.912 2127 2137 2153 rVB2 14930 27300 1.16% 0.175%
55 7.969 2153 2155 2158 rBV3 370 218 ©0.01% 0.001%
56 8.040 2168 2177 2181 rBV 70365 104178 4.42% 0.669%
57 8.513 2322 2324 2329 rVB5 457 296 0.01% 0.002%
58 8.603 2350 2352 2356 rvB3 782 481 0.02% 0.003%
59 8.625 2356 2359 2361 rBV2 412 288 0.01% 0.002%
60 8.664 2367 2371 2372 rBV4 301 210 0.01% ©0.001%
61 8.731 2388 2392 2395 rBV3 587 539 0.02% 0.003%
62 8.789 2399 2410 2437 rBV 509732 956841 40.58% 6.143%
63 8.963 2460 2464 2466 rBV5 585 419 0.02% 0.003%
64  9.063 2493 2495 2498 rBV3 342 225 0.01% ©0.001%
65 9.088 2500 2503 2505 rBV3 771 465 0.02% 0.003%
66 9.146 2519 2521 2522 rBV 450 239 0.01% 0.002%
67 9.262 2553 2557 2560 rBV2 415 294 0.01% ©0.002%
68 9.297 2566 2568 2571 rVB3 505 246 0.01% 0.002%
69 9.310 2571 2572 2577 rBV3 385 303 0.01% 0.002%
70 9.339 2579 2581 2584 rVB2 279 155 0.01% 0.001%
71  9.355 2584 2586 2591 rVB2 541 459 0.02% 0.003%
72 9.381 2591 2594 2596 rBV3 524 324 0.01% 0.002%
73  9.403 2597 2601 2602 rBV3 1019 603 0.03% 0.004%
74  9.477 2620 2624 2625 rBV3 495 326 0.01% 0.002%
75 9.522 2636 2638 2642 rVB3 610 308 0.01% 0.002%
76  9.574 2650 2654 2656 rBV3 748 476 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031970.D

Acqg On ¢ 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

77 9.741 2698 2706 2707 rBV3 2057 2312 0.10% 0.015%
78 9.792 2716 2722 2729 rVB5 2158 2806 ©0.12% ©0.018%
79 9.847 2734 2739 2750 rVB7 1924 2796 0.12% 0.018%
80 9.960 2768 2774 2781 rBV6 1816 2336 0.10% 0.015%
81 10.011 2786 2790 2791 rBV2 905 714 0.03% 0.005%
82 10.063 2802 2806 2816 rVB7 2622 4031 0.17% 0.026%
83 10.165 2825 2838 2870 rVB 223643 424361 18.00% 2.724%
84 10.329 2883 2889 2898 rBVS8 3176 5108 ©0.22% 0.033%
85 10.452 2918 2927 2934 rBV5 6907 11985 0.51% 0.977%
86 10.664 2989 2993 2999 rBV7 2702 2877 0.12% 0.018%
87 10.821 3035 3042 3052 rBV2 19805 33446 1.42% 0.215%
88 11.194 3148 3158 3178 rBV 637327 1029707 43.67% 6.611%
89 11.407 3220 3224 3234 rVB2 20504 27767 1.18% 0.178%
90 11.567 3264 3274 3291 rVB 411977 694283 29.44% 4.457%
91 11.735 3318 3326 3340 rVB 164778 251125 10.65% 1.612%
92 12.069 3424 3430 3439 rBV 46433 62900 2.67% 0.404%
93 12.310 3497 3505 3512 rBV2 105412 179508 7.61% 1.152%
94 12.410 3529 3536 3543 rBV4 147222 210188 8.91%  1.349%
95 12.831 3659 3667 3685 rVB 892080 1379787 58.51% 8.858%

96 12.985 3708 3715 3738 rVB 403773 765425 32.46% 4.914%
97 13.847 3975 3983 3997 rVB 1656590 2358057 100.00% 15.139%
98 14.792 4270 4277 4286 rVB 1366097 1824142 77.36% 11.711%
99 15.365 4449 4455 4463 rVB2 384948 498278 21.13%  3.199%
100 15.680 4546 4553 4562 rVB 472089 626782 26.58% 4.024%

Sum of corrected areas: 15576077
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance

1500000

1000000

500000

o

Time-->

Abundance

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\

: VWe31970.D

: 31 Aug 2023 18:37

: SY/MD

: 04235-08ME

: 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
. 16

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82323WMA.M
: VOC Analysis

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

TIC: VV031970.D\data.ms

5.535

4.957
2.040 4.256 5.992

1.75878 1526 2.262.43858 2950 FrmmmsEmR@RC  /\ 4 5,264 4%5/\
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TIC: VV031970.D\data.ms

11.194

8.789
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Time-->
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1500000

1000000

500000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.735 12.19 ug/L 251125 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C11H24 001120-21-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90

Abundance Scan 3326 (11.735 min): VV031970.D\data.ms (-3318) (- m/z 57.10 100.00%
57.1

5000
85.1 WAL
R ——
39“) \L “ | 113.1 156.2 11.50 12.00 .
ot m/z 43.05 84.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33077: Undecane
57.0
5000 = ——
11.50 12.00
85.0 o
29.0 ‘ m/z 71.05 49.35%
\

“ Uﬂ | ‘ 113.0 156.0
O\\\‘\\\\"}\\ ‘\\‘}\‘1\\\”‘\\i‘\‘\‘\\\‘\\\}‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #33080: Undecane

57.0

11.‘50 12.‘00
5000 ITI/Z 41.00 42.85%
85.0
29.0
O i
Oy et b
m/z--> 20 40 60 80 100 120 140 160
Abundance #33081: Undecane T T
57.0 11.50 12.00
m/z 85.10 29.77%
5000
290 85.0
[ =T B
S S R S S SRR S S T U
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00

SFAMVLM@O82323WMA.M Fri Sep 01 16:28:24 2023 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
12.069 3.05 ug/L 62900 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 80
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 78
3 Heptadecane 240 C17H36 000629-78-7 64
4 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 58
5 Nonane, 1-iodo- 254 (C9H191 004282-42-2 53

Abundance Scan 3430 (12.069 min): VV031970.D\data.ms (-3424) (- m/z 71.10 100.00%

43.0 1 71.1
5000
N \
| ‘ 97.1 127.2 1701 12.00
Ol b T m/z 57.10  95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45489: Undecane, 4-methyl-
43.0
71.0
5000 —— |
12.00
m/z 43.05 91.28%
‘ ‘ 126.0
0H\‘\1\\U}\\!‘H‘}\‘\\9\\8‘\0\\\‘WH\H‘HH]‘-ZO\\(‘)HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59040: Dodecane, 4-methyl-
430 710
N \
12.00
5000 ITI/Z 85.10 53.10%
‘ 99.0 1410
o150l Ll ] eso
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane T
57.0 12.00
m/z 41.00 50.28%
5000 850
29.
0 h I \\‘11\\30\141016901960 240(
H‘_‘H‘H‘wH‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W“ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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: Cyclicl2.310 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.310 8.72 ug/L 179508 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
2 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 58
3 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 58
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 58

Abundance Scan 3505 (12.310 min): VV031970.D\data.ms (-3497) (- m/z 83.05 100.00%

55.0 83.0
5000
T —
, TR 1154-2 12.00 12.50
o208 b w30 L myz ss.e5  93.21%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31433: Cyclohexane, pentyl-
83.0
55.0
5000 “ ——
12.00 12.50
m/z 82.10 62.54%
29.0 ‘ 154.0
0\‘\‘\‘\\““\\\“!“\‘}H\\“l\\\“\11\-]\“9‘\]-:\3:!“\()‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31458: Cyclohexane, (1-ethylpropyl)-
55.0 83.0
- —
12.00 12.50
5000 125.0 m/z 41.00 57.42%
29.0
‘ ‘ ‘ 154.0
ol Al Ml 000§ TTIT
m/z--> 20 40 60 80 100 120 140 160
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)- “ —
55.0 83.0 12.00 12.50
m/z 69.10 40.48%
70 | |
Ol e P P
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.410 10.21 ug/L 210188 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 59
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 56
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 56
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 56
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 56

Abundance Scan 3536 (12.410 min): VV031970.D\data.ms (-3529) (-  m/z 119.05 100.00%

43.0 71.1 119.1
95.1 152.2
5000 W
Maw) AN
170.2 12.50
(o} . m/z 43.00 95.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 T
12.50
91.0 m/z 71.10 86.92%
65.0
O \1\5\?\\\\“‘\\‘\\“\‘\\\“\\‘\\‘\\\Hl\\\“\‘\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
/\_/\/\\ T ‘ T
12.50
5000 ITI/Z 41.00 80.17%
91.0
) ST Vil TR N Wl“h““““u
miz--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- —
119.0 12.50
m/z 55.00 65.12%
5000
91.0
41.0 65.0 ‘ ‘ ‘
Y i N TR || R S —
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
12.831 67.00 ug/L 1379796 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Undecane 156 C11H24 001120-21-4 86
3 Dodecane 170 C12H26 000112-40-3 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72

Abundance Scan 3667 (12.831 min): VV031970.D\data.ms (-3659) (-~ m/z 57.10 100.00%
57.1

5000
85.1
5 =
12.50 13.00
119.1 170.2
o‘H‘“‘3‘3‘;‘mH‘_““WM‘HJ\Hmmlf“l”z”_m‘m m/z 43.05 81.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 7 =
85.0 12.50 13.00
m/z 71.10 55.30%
29.0
NN 1120 1410 1700
0\\\‘\‘\\\‘\\\\‘\\‘}\“1‘\\\H‘\\“\‘\“\\\‘\.\\\‘\\‘\\‘\\\
m/z--> 20 60 80 100 120 140 160 180
Abundance #33080: Undecane
57.0
5 T
12.50 13.00
5000 ITI/Z 41.00 42.81%
85.0
29.0
“ ‘ 113.0 156.0
0 ‘H“““ u‘ﬂi‘Ju"W“UW‘u“,‘Hl“““H‘
m/z--> 60 80 100 120 140 160 180
Abundance #45481: Dodecane T ——

57.0 12.50 13.00
m/z 85.10 32.31%

5000
85.0

290‘

om_‘“w T N . i
m/z--> 40 60 80 100 120 140 160 180 12.50 13.00

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.985 37.17 ug/L 765425 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 95
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 87
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 3715 (12.985 min): VV031970.D\data.ms (-3708) (- m/z 57.10 100.00%
57.1

- JL¥JVA¥AAv\¢A/\J\V
=
| 98\ ' 1411 166.2 13,90
o 380 70 1870 1411 SO0-21851 sz 43.10  41.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 T
13.00
200 98.0 m/z 71.10 41.11%
O\\‘\H‘\\“‘\\\‘H‘N‘\\H}?\g‘.g\\\““\\U\‘\\\1\4"1\.\0\\‘\\\\1-‘8\4..\0\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
=
13.00
5000 ITI/Z 41.00 28.24%
29.0 ‘ L 98.0
Ob o o 78O TLT L 1410 1680
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- —
57.0 13.00
m/z 55.05 16.03%
B W\/\/J\M
29.0
85.0
113.0
oH‘m‘w‘”“!_u“W‘m‘_m“_”‘,‘1‘5"?‘9”‘1?4‘9 S
m/z--> 20 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.847 114.50 ug/L 2358060 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 94
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 3983 (13.847 min): VV031970.D\data.ms (-3975) (- m/z 57.10 100.00%
57.1
5000
= e
13.50 14.00
112.1 184.2
0 "w‘HJ‘MH“‘J“‘_M‘w‘HW“1“"‘1“2”_”””2‘9‘79 m/z 43.05 80.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 3‘6 ‘ ‘Od
29.0 85.0 13.5 14.
m/z 71.10 59.58%
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
i =
13.50 14.00
5000 85.0 m/z 41.00 40.67%
29.0
‘ ‘ || (20 140 1840
0“W‘VH‘H"_JH‘MHJM‘NWHM“H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane — —
57.0 13.50 14.00
m/z 85.10 36.69%
5000
85.0
29.0
oL L 30 w10 im0
e e e e e e = 7
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.792  88.58 ug/L 1824140 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 96
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 83
Abundance Scan 4277 (14.792 min): VV031970.D\data.ms (-4270) (- m/z 57.10 100.00%
57.1
1450 1500
1121 198.3 : .
0 mwJ“:HH_“‘mu‘m“_mu‘ﬂf"?wzwl???ww m/z 43.10  76.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 — =
85.0 14.50 15.00
290 m/z 71.10 61.61%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
— —
14.50 15.00
5000 85.0 m/z 85.10  39.36%
29.0
0 L L 1130 1410 1690 1980
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane T =
57.0 14.50 15.00
m/z 41.00 38.19%
5000 85.0
29.0
0 \‘ | ) t30 1410 1690 1980
H‘_“w“u“w‘mu‘w“h"H‘p“w“u“u‘_‘ —— ——
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_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.365 24.20 ug/L 498278 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 93
3 Tetradecane 198 C14H30 000629-59-4 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 90
5 Hexadecane 226 Cl16H34 000544-76-3 87

Abundance Scan 4455 (15.365 min): VV031970.D\data.ms (-4449) (-  m/z 57.10 100.00%
57.1

5000 85.1 A/\AJU\‘\
113.1 15‘00‘ 5.5‘56
141.2 . .
183.2
0 Ww\‘;‘MHW‘MJ‘w_HWwww‘z‘l“lﬁ”W%?’?“ m/z 71.10  87.64%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 = A
85.0 15.00 15.50
113.0 m/z 43.10 83.45%
29,0‘ ‘ ‘ 141.0
O \H‘\‘\‘H“‘\H!‘\M\‘\\H“HH\‘HH‘\H\‘\\]\-ﬁ\S\R‘\HZ\‘Z\e\\\O‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107232: Pentadecane, 7-methyl-
57.0
P o
15.00 15.50
5000 ITI/Z 85.10 42.94%
85.0
29.0
bk b 0010802110
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane o —

57.0 15.00 15.50
m/z 41.00 39.75%

5000 85.0

29. 0‘
113.0 198.0
obodd L | 1130141016002980

m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50

oy
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv083123\
Data File : VV@31970.D

Acqg On : 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.680  30.43 ug/L 626782 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 94
3 Pentadecane 212 C15H32 000629-62-9 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane 198 C14H30 000629-59-4 91
Abundance Scan 4553 (15.680 min): VV031970.D\data.ms (-4546) (- m/z 57.10 100.00%
57.1
- a JLJL
1550 1600
113.1 212.3 : .
o‘wH\‘;HU‘H“:W‘Juu“_mn_%““1“2“1‘?9‘2‘””‘wwwﬁ‘??‘ m/z 43.05 75.40%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90192: Pentadecane
57.0
85.0
5000 — —
15.50 16.00
290 m/z 71.10 63.98%
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90190: Pentadecane
57.0
— T =
15.50 16.00
m/z 85.10 41.94%
5000 85.0
29.0
B i M.
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90189: Pentadecane 7 =5
57.0 15.50 16.00
m/z 41.00 37.86%
5000 85.0
29.0
0 \‘ L H \‘\ i \11? 0\141 0169 0 212.0
e e e e e e e e e P ——
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83123\
Data File : VV031970.D

Acqg On ¢ 31 Aug 2023 18:37

Operator : SY/MD

Sample : 04235-08ME

Misc : 4.85g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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... 11.735 12.2 ug/L 251125 3 11.194 1029710 50.0
(DEL) Alkane: S... 12.069 3.0 ug/L 62900 3 11.194 1029710 50.0
(DEL) Alkane: C... 12.310 8.7 ug/L 179508 3 11.194 1029710 50.0
Benzene, 1,2,4,... 12.410 10.2 ug/L 210188 3 11.194 1029710 50.0
(DEL) Alkane: S... 12.831 67.0 ug/L 1379790 3 11.194 1029710 50.0
(DEL) Alkane: S... 12.985 37.2 ug/L 765425 3 11.194 1029710 50.0
(DEL) Alkane: S... 13.847 114.5 ug/L 2358060 3 11.194 1029710 50.0
(DEL) Alkane: S... 14.792 88.6 ug/L 1824140 3 11.194 1029710 50.0
(DEL) Alkane: S... 15.365 24.2 ug/L 498278 3 11.194 1029710 50.0

4 3 0

(DEL) Alkane: S... 15.680 30. ug/L 626782 11.194 1029710 50.
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