LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5m1/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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37492.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.176 35 42 51 rBV 52734 82070 2.58% 0.139%
2 1.278 67 74 92 rVB 397239 435687 13.68% 0.739%
3 1.529 144 152 170 rVB 329427 414964 13.03% 0.704%
4 2.060 305 317 330 rBV 726968 1088672 34.19% 1.847%
5 2.883 562 573 591 rBV 87950 183091 5.75% 0.311%
6 3.610 789 799 836 rBvV2 168100 430050 13.51% 0.730%
7 3.793 843 856 896 rBV 174143 517136 16.24% 0.877%
8 4.243 975 996 1026 rBV 502245 1262557 39.66% 2.142%
9 4.950 1199 1216 1238 rBV2 1216407 3092003 97.12% 5.246%
10 5.529 1383 1396 1428 rBV 942874 1937654 60.86% 3.287%
11 5.828 1475 1489 1509 rBV 478344 985206 30.94% 1.671%
12 5.982 1525 1537 1573 rVB 687838 1444000 45.36% 2.450%
13 6.908 1814 1825 1850 rBV 380082 715748 22.48% 1.214%
14  7.236 1915 1927 1950 rBV 1404989 2456377 77.15% 4.167%
15 7.548 2015 2024 2052 rVW 250492 470301 14.77% ©.798%
16 7.902 2123 2134 2152 rVB2 89711 158089 4.97% 0.268%
17 8.021 2159 2171 2198 rBV 537409 1028883 32.32% 1.746%
18 8.500 2308 2320 2334 rBV6 31891 87826 2.76%  0.149%
19 8.596 2341 2350 2363 rVB2 108655 185573 5.83% 0.315%
20 8.722 2376 2389 2397 rBV 106266 178460 5.61% 0.303%
21 8.780 2397 2407 2443 rVB 1450746 2369501 74.43% 4.020%
22 9.034 2474 2486 2490 rBV6 41854 79209 2.49% 0.134%
23 9.076 2490 2499 2508 rVV3 132418 275239 8.65% 0.467%
24 9.137 2508 2518 2542 rVB 443423 717666 22.54%  1.218%
25 9.407 2587 2602 2617 rVW7 96952 199572  6.27% 0.339%
26 9.510 2629 2634 2645 rvVB2 54502 86190 2.71% 0.146%
27 9.641 2667 2675 2685 rVB2 207109 334178 10.50% 0.567%
28 9.731 2688 2703 2712 rVV5 158249 350080 11.00%  ©.594%
29 9.783 2713 2719 2729 rVB 116320 179782 5.65% 0.305%
30 9.863 2731 2744 2751 rBV 80409 145229 4.56% 0.246%

31 9.950 2764 2771 2778 rBV3 74944 112579 3.54%
32 10.021 2779 2793 2797 rVV3 205062 396378 12.45%
33 10.050 2797 2802 2814 rVB 284464 409281 12.86%
34 10.149 2814 2833 2850 rBv2 1085318 1891834 59.42%
35 10.284 2866 2875 2894 rBV 182650 372331 11.69%

WO
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0
S
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36 10.381 2895 2905 2918 rVW 667841 1442573 45.31%  2.447%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5m1/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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 10.442 2919 2924 2926 rVV2 209358 241346  7.58% 0.409%
38 10.471 2927 2933 2939 rVW 513557 799645 25.12% 1.357%
39 10.513 2939 2946 2965 rVB 843448 1322723 41.55% 2.244%
40 10.667 2967 2994 3001 rBV 168215 390266 12.26% 0.662%
41 10.706 3002 3006 3015 rVB4 78728 103609 3.25% 0.176%
42 10.770 3019 3026 3031 rBvV3 71203 98767 3.10% 0.168%
43 10.812 3031 3039 3043 rBV 300201 411579 12.93% 0©.698%
44 10.844 3043 3049 3061 rVB 920081 1357328 42.63% 2.303%
45 10.966 3078 3087 3092 rBV3 122167 198603 6.24% 0.337%
46 11.088 3117 3125 3130 rBV3 128698 195076 6.13% 0.331%
47 11.124 3130 3136 3144 rVV3 196601 304854 9.58% 0.517%
48 11.178 3144 3153 3163 rVV 1680086 2558138 80.35% 4.340%
49 11.230 3163 3169 3174 rVV2 240064 370763 11.65% 0.629%
50 11.268 3174 3181 3188 rVV2 543266 828181 26.01%  1.405%
51 11.307 3188 3193 3202 rVB2 273004 361554 11.36% 0.613%
52 11.397 3213 3221 3231 rVB2 258490 376919 11.84% 0.639%
53 11.481 3234 3247 3250 rVV4 238107 397305 12.48% 0.674%
54 11.506 3251 3255 3261 rVV 283864 400088 12.57% 0.679%
55 11.555 3261 3270 3292 rVB3 1650022 3183733 100.00% 5.401%
56 11.677 3299 3308 3314 rBV3 115295 200306 6.29%  0.340%
57 11.725 3315 3323 3328 rBV 450202 659630 20.72% 1.119%
58 11.844 3351 3360 3364 rBV 341445 500476 15.72% 0.849%
59 11.873 3365 3369 3377 rVV 380853 509450 16.00% 0.864%
60 11.947 3378 3392 3405 rVB2 295295 618946 19.44% 1.050%
61 12.053 3417 3425 3431 rBV3 75193 141104 4.43% 0.239%
62 12.191 3456 3468 3475 rBV8 86337 183109 5.75% 0.311%
63 12.246 3478 3485 3494 rVB2 146131 244150 7.67% 0.414%
64 12.304 3494 3503 3510 rBv4 130811 245166 7.70%  0.416%
65 12.349 3510 3517 3525 rVV3 147823 233103 7.32% 0.395%
66 12.397 3525 3532 3540 rVV 279006 383001 12.03% 0.650%
67 12.436 3540 3544 3552 rVB2 81082 106079 3.33% 0.180%
68 12.484 3552 3559 3566 rBV3 120060 171643 5.39% 0.291%
69 12.522 3566 3571 3578 rBV3 62122 72217 2.27% 0.123%
70 12.728 3627 3635 3643 rBv4 95429 161123 5.06% 0.273%
71 12.783 3644 3652 3655 rVV3 85980 130518 4.10% 0.221%
72 12.818 3656 3663 3673 rvv4 289802 560072 17.59% 0.950%
73 12.870 3674 3679 3688 rVB4 128933 207755 6.53% 0.352%
74 12.976 3705 3712 3721 rBV3 102888 182977 5.75% 0.310%
75 13.024 3723 3727 3739 rVB2 85580 115771 3.64% 0.196%

76 13.204 3772 3783 3798 rBvV4 185508 393843 12.37% ©.668%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5m1/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\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 13.317 3808 3818 3823 rBV 722064 1088149 34.18% 1.846%
78 13.355 3823 3830 3849 rVB4 840317 1833891 57.60% 3.111%
79 13.551 3881 3891 3898 rBV4 148593 276667 8.69% 0.469%
80 13.754 3945 3954 3963 rBV2 176524 276071 8.67% 0.468%
81 13.834 3969 3979 3990 rVB7 126050 246921 7.76%  0.419%
82 13.902 3991 4000 4010 rBV 995603 1444641 45.38% 2.451%
83 13.960 4011 4018 4027 rVB 179011 274716 8.63% 0.466%
84 14.030 4027 4040 4049 rBV 134322 329965 10.36% 0.560%
85 14.130 4063 4071 4080 rBV 287721 415371 13.05% ©.705%
86 14.207 4089 4095 4111 rVB3 118304 204249 6.42% 0.347%
87 14.564 4192 4206 4213 rBV 263018 503943 15.83% 0.855%
88 14.751 4256 4264 4270 rBv2 152684 257371 8.08% 0.437%
89 15.352 4445 4451 4458 rBV2 56974 74562 2.34% 0.126%
90 15.596 4520 4527 4542 rBV 157843 284921 8.95% 0.483%
91 15.667 4545 4549 4558 rVB3 62371 82216 2.58% 0.139%
92 15.744 4564 4573 4574 rBV2 209929 231276 7.26% 0.392%
93 15.779 4575 4584 4597 rVB2 1122651 1871407 58.78% 3.175%
94 16.213 4710 4719 4732 rBV 702245 1039781 32.66% 1.764%
95 16.284 4735 4741 4757 rVB7 100915 167204 5.25% 0.284%
96 16.506 4804 4810 4814 rBV3 55889 76888  2.42% 0.130%
97 16.541 4815 4821 4836 rVB4 133643 218206 6.85% 0.370%
98 16.667 4852 4860 4867 rBV3 137659 218689 6.87% 0.371%
99 16.850 4908 4917 4928 rBV 627894 945651 29.70% 1.604%
160 17.574 5135 5142 5155 rVB6 86913 143086 4.49%  0.243%

Sum of corrected areas: 58942727
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037492.D\data.ms
1600000
1400000
4.950
1200000

1000000 5.529

800000 2.060 5.982
600000 4.243 5.828
400000 1278 1.529
200000 3.619.793

1 ]AJ\/J\ 2.883 k k

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV037492.D\data.ms

o

11.178 11.555

1600000

8.780
1400000 7.236

1200000 10.149

10.844

1000000

800000

1.268
600000 8.021

400000 6.908

7.548

200000 /L 790 8.5867>
0 IWASY 2R

‘ N B e AN R ‘ ; — . — — — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV037492.D\data.ms

1600000

1400000

15.779
1200000
13.902

1000000

16.213
800000 16.850

600000

400000 12.397 12.818 14.130 14.564

4
U )5 343 : 030 207 14.751 15,558 28485 %667
200000744 -;-w 5222778 : 15.352 15.667 -284¢: 17.57

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 1 Propanal, 2-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
2.883 4.72 ug/L 183091 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 72
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 59
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 56
Abundance Scan 573 (2.883 min): VV037492.D\data.ms (-562) (-) m/z 43.00 100.00%
3.0
72.0
5000
e e AR RN
2.60 2.80 3.00 3.20
Ol b 960 1348 1650 2069 /7 41,00  84.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #785: Propanal, 2-methyl-
43.0
5000 72.0 P T T T T T
2.60 2.80 3.00 3.20
m/z 72.00 58.64%
0\\\2\]‘_‘\\\\”M\\‘\“\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #782: Propanal, 2-methyl-
43.0
T
720 2.60 2.80 3.00 3.20
5000 ’ m/z 39.00 30.84%
s A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #788: Propanal, 2-methyl- e
43.0 2.60 2.80 3.00 3.20
m/z 41.95 9.63%
72.0
5000
ST )
m/z--> 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Butanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.6106 11.10 ug/L 430050 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 81
4 Butanal 72 C4H80 000123-72-8 81
5 Butanal 72 C4H80 000123-72-8 81
Abundance Scan 799 (3.610 min): VV037492.D\data.ms (-789) (-) m/z 44.00 100.00%

44.0
72.0
5000
57.0

o 3.20 3.40 3.60 3.80 4.00
e e Mz 43,00 90.72%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0

5000 e T
57.0 3.20 3.40 3.60 3.80 4.00

m/z 41.00 80.17%

\‘H\\‘\\]\-ﬁ.\?\‘\\\\‘l ‘\Hﬁﬂw\\}\! iHHi\\”iHH‘\H\‘HH‘E\}\‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0

o

o

72.0 3.20 3.40 3.60 3.80 4.00
5000 m/z 72.00 79.16%
15.0 57.0
‘ ‘ 37\1 | ‘ ‘ i
O trprrrrprrr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738 Butanal e e
27.0 44.0 3.20 3.40 3.60 3.80 4.00

m/z 39.00  38.13%

72.0
5000
57.0
15.0 ‘
0 ‘ ‘ | [

m/z--> 5 10 15 20 25 O 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 49

R.T. EstConc Area Relative to ISTD R.T.
8.596 3.92 ug/L 185573  Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 72
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 59
5 Decane 142 C10H22 000124-18-5 53
Abundance Scan 2350 (8.596 min): VV037492.D\data.ms (-2341) (-) m/z 43.00 100.00%
3.0
57.0
5000 71.0
85.0
RERREEESES LTS S
‘ ‘ H 00,0 11311281 8.20 8.40 8.60 8.80 9.00
0‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH“ m/z 57.05 53.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14524: Octane, 2-methyl-
43.0
5000 57.0 jh‘uu‘uu‘uu’um‘u
710 8.20 8.40 8.60 8.80 9.00
29.0 " 850 m/z 71.00 43.99%
A (O O ™YY L
H’HH’\\H‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14531: Octane, 2-methyl-
43.0 jL
S e e
8.20 8.40 8.60 8.80 9.00
5000 57.0 m/z 41.00 38.57%
71.0
290 850
HV‘H,H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14544: Heptane, 2,4-dimethyl- o AAASmmas R
43.0 8.20 8.40 8.60 8.80 9.00
m/z 85.00 34.11%
5000 85.0
57.0 710
290
0 1 99.0 113.0 128.0
H,HH,H‘WH‘W‘HW‘H‘_H‘_H‘_‘HM‘H‘HH‘H‘WH‘WH“ ARG REE AR R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 54
R.T. EstConc Area Relative to ISTD R.T.
8.722 3.77 ug/L 178460  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
3 Octane, 3-methyl- 128 C9H20 002216-33-3 76
4 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 64
5 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
Abundance Scan 2389 (8.722 min): VV037492.D\data.ms (-2376) (-) m/z 57.00 100.00%
57.0
5000
41.0
H ‘ %60 8.408.60 8.80 9.00
71.0
112.0 128.0 9
0 wHW_m‘w_“H,Hml‘mwwm\‘_m,w_mw m/z 40.95  28.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
5000 TT [T T[T [T irr[rrrr]
290 43.0 8.40 8.60 8.80 9.00
m/z 42.95 25.84%
71.0 98.0
0 i | 113.0128.0
H‘HH‘HH‘HH‘HH‘\\H’HH‘\H\‘HH‘HH‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
R R A REEERRER
8.40 8.60 8.80 9.00
5000 ITI z 56.00 24.67%
71.0 99.0
27. 0
H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘V‘H_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\/\/J\
Abundance #14528: Octane, 3-methyl- e R ARNERE SRR
57.0 8.40 8.60 8.80 9.00
m/z 98.00 18.51%
5000
43.0
29 0 98.0
0 ‘ o 113.0128.0
‘WH‘w‘Hw‘uw‘H‘_H‘W‘HM‘H_‘H‘HH‘HH,H‘WH‘W‘H‘ el s A ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 10
R.T. EstConc Area Relative to ISTD R.T.
9.137 15.14 ug/L 717666  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 81
5 Octane 114 C8H18 000111-65-9 72

Abundance Scan 2518 (9.137 min): VV037492.D\data.ms (-2508) (-) m/z 42.95 100.00%

43.0 57.0
5000 85.0
711 A

H H H 99.0 128.1 8.80 9.00 9.20 9.40
O rreerrer el el 2229 LT gz 57.00  87.94%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0 J\
5000 UL L R A IR B |
29.0 8.80 9.00 9.20 9.40
71.0 850 m/z 41.60 46.81%

o

128.0
990!30
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0

8.80 9.00 9.20 9.40

5000 ITI z 85.05 39.35%
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0 8.80 9.00 9.20 9.40

m/z 71.10 27.01%

57.0
5000
29.0
71.0 85.0
osso | I seo 1o

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Sulfurous acid, cyclohexylm... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
9.407 4.21 ug/L 199572  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 53
2 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 53
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 49
4 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 46
5 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 46

Abundance Scan 2602 (9.407 min): VV037492.D\data.ms (-2587) (-) m/z 97.05 100.00%

55.0 97.0
5000 M
39 L L L B
| YW.O IR 126.2 upy | 9:009.209.40 9.60 9.80
0 ‘“"““‘:uNu‘uH;thu‘ﬂM“uu“:h“ r— m/z 55.00 86.51%
m/z--> 20 40 60 80 100 120 140
Abundance #150333: Sulfurous acid, cyclohexylmethyl isohexyl este
97.0
55.0
5000 [T T[T T[T T T[T T[T
9.00 9.20 9.40 9.60 9.80
m/z 57.05 72.68%
29.0 ‘ 81%)
O T T ‘ \‘\‘\ \“‘\ T \HU‘ \H‘\ T ‘A!‘ T \‘H‘ L ‘]-\27\.\()\ ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #13265: trans-1,2-Diethyl cyclopentane
55.0 97.0
EREaRREEES SR
9.00 9.20 9.40 9.60 9.80
5000 m/z 43.00 68.82%
70.0
39 ‘ 126.0
oltso L A M L H‘ N N
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- T
55.0 97.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 47.95%
5000
39.0 810 126.0
1.
0 ‘1‘559“1“ “1”‘ m‘!“ ‘H‘M BOSTASS E L RSPIAVA T v
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 30
R.T. EstConc Area Relative to ISTD R.T.
9.641 7.05 ug/L 334178 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 91
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90
Abundance Scan 2675 (9.641 min): VV037492.D\data.ms (-2667) (-) m/z 57.00 100.00%
57.0
1131 T
85.1 142.2 9.50 10.00
01 “JH“M‘H‘UH‘WHM ‘;“‘V“““‘uﬁ‘ m/z 71.00 68.24%
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 41,0 =T 7
9.50 10.00
m/z 43.00 48.82%
113.0
O\\]-\5‘1.?\1\\‘i‘{\\““\\“}\‘8?.9\\[\\1‘\‘\\\]\_4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
= —
a1lo 9.50 10.00
5000 m/z 41.00 38.80%
85.0 113.0
ob 250 L B0 e
miz--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- T —
57.0 9.50 10.00
m/z 56.10 35.67%
5000
41,0
113.0
oh 250 Al 4 580 1420 il
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO82624WMA.M Tue Sep 24 17:59:23 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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: Cyclic9.731 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
9.731 7.39 ug/L 350080 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 62
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 62
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 60
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 52

Abundance Scan 2703 (9.731 min): VV037492.D\data.ms (-2688) (-) m/z 83.00 100.00%

58.0 83.0
5000
39 126.1

M RV TR
om,m‘;m“ ol : m/z 55.00  93.51%

\’ ‘\‘
miz--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0

5000 L —
9.50 10.00
m/z 41.00 67.88%
| ‘\

39/0 126.0
O \]-\5\-0’ T ‘\‘ T ““1 T 1‘\‘ ’ T \M\ T “ \‘ T T ‘ \J-\l;l\-.\o‘ \‘\ T ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl-
55.0 83.0

T
9.50 10.00

5000 ITI/Z 82.00 66.73%
39,0 126.0
0 ‘1‘5;9“\“ “;”‘ \‘M‘, “:‘u ol 980
m/z--> 20 40 60 80 100 120 140
Abundance #12168: Cyclohexane, 2-propenyl- Pty T
55.0 83.0 9.50 10.00

m/z 57.10 63.88%

5000
*7 ‘ 124.0
150 ol 100077

m/z--> 20 40 60 80 100 120 140 9.50 10.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
9.783 3.79 ug/L 179782  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 43
3 Heptane, 2,3,5-trimethyl- 142 C1OH22 020278-85-7 43

4 Octane, 3-methyl- 128 C9H20 002216-33-3 42
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 42

Abundance Scan 2719 (9.783 min): VV037492.D\data.ms (-2713) (-) m/z 57.00 100.00%

57.0
—— ——
39 ‘ 1421 9.50 10.00
ol A809 | 1170 1421 m/z 98.00  38.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45491: Undecane, 6-methyl-
57.0
5000 s SINIE
9.50 10.00
98.0 m/z 43.00 38.45%
29.0
ol L u7e.9 | 126.0143.0 170.0
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’
miz--> 20 40 60 80 100 120 140 160
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
T ——
9.50 10.00
5000 m/z 41.00 24.20%
98.0
29.0 ‘
ob b b 7o L1420
m/z--> 20 40 60 80 100 120 140 160
Abundance #22116: Heptane, 2,3,5-trimethyl- — —
57.0 9.50 10.00
m/z 56.00 13.32%
29.0
ol o B0 w20 WUl L
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 21
R.T. EstConc Area Relative to ISTD R.T.
10.021 7.75 ug/L 396378 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 83
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 83
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 59
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 53
Abundance Scan 2793 (10.021 min): VV037492.D\data.ms (-2779) (- m/z 57.00 100.00%
57.0
41 O 98'1 T T T ‘ T T T T ‘
10.00
72.0 142.1
0 m_H“Hmu‘lumw“““““‘12‘99‘_” m/z 43.00 60.31%
m/z--> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 L :
10.00
41,0 m/z 71.05 40.19%
98.0
0 \\\‘\‘.‘b\\“‘\\\‘l“\7\\(\)‘\‘\\\“‘\17173\()‘\\\]\-4‘.2\(\)\
miz--> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl-
57.0
T \
10.00
5000 m/z 70.05 37.09%
4110 98.0
““‘““““““““““““‘“““‘
miz--> 60 80 100 120 140
Abundance #22076:Nonane,4—methyh T ‘
57.0 10.00
m/z 41.00 30.26%
5000
410 98.0
““‘““““““““““““‘“““‘ P
m/z--> 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 19
R.T. EstConc Area Relative to ISTD R.T.
10.050 8.00 ug/L 409281 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 59
2 Nonane 128 C9H20 000111-84-2 59
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
4 Nonane, 2-methyl- 142 C10H22 000871-83-0 50
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 50
Abundance Scan 2802 (10.050 min): VV037492.D\data.ms (-2797) (- m/z 57.00 100.00%
57.0
39:) ‘ T T \]-0‘00\ T T T ‘
127.1 :
0 “‘Jw u‘:‘;w‘uu‘u“l‘o‘aﬂ_wwmwm m/z 43.00 98.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane
43.0
5000 TAARY :
10.00
L 85.0 m/z 41.00 52.84%
128.0
miz--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane
43.0
R \
10.00
5000 m/z 71.00 45 ,55%
85.0
oliso | | lew | w0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45490: Undecane, 3-methyl- =
57.0 10.00
m/z 85.00 43.54%
5000 85.0
29.0
‘ 141.0
0""‘M‘NM"M"N:wwu‘wh}}%q““ﬂ“‘w%qu
m/z--> 20 40 60 80 100 120 140 160 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 Benzene, propyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.285 7.28 ug/L 372331 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 86
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 64
Abundance Scan 2875 (10.284 min): VV037492.D\data.ms (-2866) (- m/z 91.00 100.00%
91.0
120.1 —— A
39.0 6%0 | 105.0 10.00 10.50
O v b e bl e m/z 120.10 21.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.00  11.06%
65.0
i ) 150
OH‘\H\‘H\‘\‘\H\“HHi\\\\‘\‘\\\‘\H‘\‘HH“\H\‘HH‘HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10701: Benzene, propyl-
91.0
— e
10.00 10.50
5000 m/z 65.00 10.21%
120.0
. 3%.0 | 65.0 | 105.0
H‘\H\‘H\‘\‘\H\“HH‘HH‘\‘\H‘\H‘\‘HH‘\H\‘H‘H‘HH“HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10699: Benzene, propyl- P T
91.0 10.00 10.50
m/z 78.00 6.32%
5000
120.0
65.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 14 Benzene, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.381  28.20 ug/L 1442570 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 94
Abundance Scan 2905 (10.381 min): VV037492.D\data.ms (-2895) (- m/z 105.00 100.00%
105.0
5000
120.1
77.0 10.00 10.50
39.0
oo 22l 2801 s 106,10 30.43%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 10.00 10.50
m/z 77.00 11.72%
77.0
0 \1\5\.0‘ T \3\9“.0\ \‘\5\9‘.(‘)\‘\ T \M‘ T \‘1 T ‘H‘\ \‘\H“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
= —=
10.00 10.50
5000 m/z 91.00 11.60%
120.0
77.0
39.0
oL 80, i1 A9l
m/iz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- — )
105.0 10.00 10.50
m/z 106.00 8.43%
5000
120.0
39.0 77.0
0““‘M"MH‘Wﬁ%QU“M“M“H“‘uw“““‘ — e ‘A
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 15 Benzene, 1l-ethyl-4-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.667 7.63 ug/L 390266 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 89
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Mesitylene 120 CS9H12 000108-67-8 87

Abundance Scan 2994 (10.667 min): VV037492.D\data.ms (-2967) (- m/z 105.00 100.00%

105.0
5000
120.0
390 550 70 401 10.50 11.00
0 “""‘“p‘NWM‘Mﬁu‘MW‘HMN‘MV‘MHV““‘U‘ m/z 119.95 29.36%
m/z--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 P ——
120.0 10.50 11.00

m/z 91.00 13.16%

39.0 77.0
oL— . “ — “\ . ‘\‘{\5‘?"9\ — “\\‘ — ‘} - \{“ R R
miz--> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

10.50 11.00
5000 m/z 77.00 12.70%
120.0
o180 %80 soo T |
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- e =
105.0 10.50 11.00

m/z 78.95 10.28%

5000

120.0
79.0 ‘

=

ol B0 el LN WSl
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
10.966 3.88 ug/L 198603 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 53
2 Heptadecane 240 C17H36 000629-78-7 53
3 Pentacosane 352 C25H52 000629-99-2 53
4 Decane, 3-methyl- 156 C11H24 013151-34-3 52
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52

Abundance Scan 3087 (10.966 min): VV037492.D\data.ms (-3078) (- m/z 57.00 100.00%
57.0

5000 M

‘ 99.1 11.00
0 NMWL W10 2070 n/; 43.08  86.94%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
11.00
m/z 71.05 72.61%
99.0
0 h ‘H\ \h H‘ \\ ;!.4;.0 1830 225.0 282.0
\\\‘\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
=
11.00
5000 ITI/Z 84.95 51.25%
99.0
dolLb Ll gt 20
m/z--> 100 150 200 250 300 350
Abundance #262013: Pentacosane —
57.0 11.00
m/z 41.00 51.03%
5000
99.0
e “““““‘ A W e ERCE e R
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 17 (DEL) Alkane: Cyclic11.088 Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
11.088 3.81 ug/L 195076 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
Abundance Scan 3125 (11.088 min): VV037492.D\data.ms (-3117) (- m/z 83.10 100.00%
83.1
55.0
5000
140.0 = ‘
1111 ‘ 11.00
o"wH‘MHWL"u“w1Hu_“:‘_‘m‘um‘l??ul_mz‘(??:? m/z 55.00 73.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20727: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000 —— :
11.00
27.0 1400 m/z 82.05 63.68%
O\\\‘\H\\ ‘\‘H‘\\”MH!“]\-:\L\z\.(‘)\‘\\\1\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
T \
11.00
5000 m/z 41.00 39.87%
29.0 140.0
om"H‘“;H!u“\M‘H“‘1‘1“1:9‘wuww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20678: Cyclohexane, butyl- T
83.0 11.00
55.0 m/z 69.10  32.83%
5000
29.0 140.0
o bk b amre -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 18 p-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.124 5.96 ug/L 304854 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 o-Cymene 134 C10H14 000527-84-4 93
3 o-Cymene 134 C10H14 000527-84-4 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 87
Abundance Scan 3136 (11.124 min): VV037492.D\data.ms (-3130) (- m/z 119.00 100.00%
119.0
5000
91.0
7‘ ‘ 11.00 11.50
owwhuw Ul as0 2250 o160 29.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16994: p-Cymene
119.0
5000 e AL
91.0 11.00 11.50
' m/z 134.05  27.86%
39.0 5.0 ‘ ‘
O]\-\5\.‘0\\\\“‘\\“\\“‘\‘\\\“\\\\‘W\\‘\H\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16991: o-Cymene
119.0 M
A AT
11.00 11.50
m/z 93.00 18.37%
5000 91.0 /
39.0 65.0
ol bl b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16997: 0-Cymene e ‘ ‘
119.0 11.00 11.50
m/z 68.00 13.71%
5000
91.0
41.0 65.0 ‘ ‘
g | — - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
11.230 7.25 ug/L 370763 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 90
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 87
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 64
4 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 62
5 Decane, 5-methyl- 156 C11H24 013151-35-4 62
Abundance Scan 3169 (11.230 min): VV037492.D\data.ms (-3163) (- m/z 57.00 100.00%
57.0
5000 851
_ ‘
11.00 11.50
112.1 156.1
0 2251 'm/z 43.00 73.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33084: Decane, 5-methyl-
57.0
5000 S acs
11.00 11.50
29.0 85.0 m/z 85.10  37.59%
O \\\‘\‘\‘\ 112.0156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14535: Heptane, 4-ethyl-
43.0
e —
11.00 11.50
5000 m/z 41.00 33.01%
85.0
L ‘ 1280
O bt et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14525: Heptane, 4-ethyl- T 7
43.0 11.00 11.50
m/z 84.05  28.89%
5000 85.0 ﬂﬂfJLAAijmVMﬂJ\/f
0150 | L . | . 1280 U et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 20 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.268 16.19 ug/L 828181 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 89
Abundance Scan 3181 (11.268 min): VV037492.D\data.ms (-3174) (- m/z 105.00 100.00%
105.0
5000
71.0
43.0 —
‘ ‘ ‘ ‘ 11.00 11.50
O LU L1l 2262 1561 1833 ;159 10 43.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10692: Mesitylene
105.0
5000 SEREDVAY LGP
11.00 11.50
m/z 71.05 32.14%
51.0 77.0
0 \\\‘2\7\.(\)\“ T \‘M‘\H“\‘\ T \‘H‘ T \‘\ T ‘H\ \‘\““\ TTT ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
s =
11.00 11.50
5000 m/z 43.00 19.13%
39.0 77.0
0 ‘1‘5"?“1 ‘ “‘H Ayl ‘M, by ‘U‘ “““H R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10715: Benzene, 1,2,3-trimethyl- P 4
105.0 11.00 11.50
m/z 57.00 14.61%
5000
39.0 77.0
L I Y I —— Vi ® UAS
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.307 7.07 ug/L 361554 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 91
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 64
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 59
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 53
Abundance Scan 3193 (11.307 min): VV037492.D\data.ms (-3188) (- m/z 57.05 100.00%
57.0
5000
121 11.00 1150
141.1 : .
owww‘m‘u;”;w‘lum‘wh‘_m‘uH‘1,?9:‘3”‘?9‘7&””‘””‘” m/z 43.00  96.38%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #33087: Decane, 2-methyl-
43.0
5000 = L
11.00 11.50
85.0 m/z 71.80 63.93%
141.0
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #45487: Undecane, 2-methyl-
43.0
— =
11.00 11.50
m/z 41.00 46.02%
5000 85.0
127.0
S I T
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #241461: Sulfurous acid, butyl tetradecyl ester — —
57.0 11.00 11.50
m/z 85.05 34.59%
5000
97.0
R e Rt . T
m/z--> 0 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.397 7.37 ug/L 376919 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 83
2 Decane, 3-methyl- 156 C11H24 013151-34-3 64
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 53
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 50
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
Abundance Scan 3221 (11.397 min): VV037492.D\data.ms (-3213) (- m/z 57.00 100.00%
57.0
5000 85.1
4 L5
12?1 1561 11.00 11.50
bl g 9D 184220768 s 71,10 64.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33092: Decane, 3-methyl-
57.0
5000 = e
290 85.0 11.00 11.50
m/z 43.00 54.93%
127.0
O \\\‘\‘\\\“‘\\\“‘\‘\“‘1\"{\\\H’\\\\‘\H\\\‘\J\-?\G‘.c\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33085: Decane, 3-methyl-
57.0
= ==
11.00 11.50
5000 85.0 m/z 41.00 47.01%
29.0
126.0
LI | 1860
O et ettt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59110: Nonane, 5-(2-methylpropyl)- “ —
57.0 11.00 11.50
m/z 85.10 43.06%
85.0
5000
29.0 126.0
o‘H‘“:‘H\M"M‘_‘“\‘,wmm,"uw“‘H‘_1‘5‘4'9”””_”‘ = LN
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 23 Benzene, 1,4-diethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.481 7.77 ug/L 397305 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 3247 (11.481 min): VV037492.D\data.ms (-3234) (- m/z 104.95 100.00%

105.0
5000 134.1
57.0 o /\‘ WA
‘ | ‘ | . 11.50
Obrr 388 il UL 1 1540 1840 o919 09 88.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 11.50

m/z 134.05 41.05%

41.0 65.0
O\\\‘\‘\\\‘\\\\‘\\\\M‘\\w\“\H\\‘\“‘\\\‘\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17032: Benzene, 1,2-diethyl-
116.0 M
A4

P
11.50
5000 m/z 57.00 24.22%
91.0
. 65.0
TN NN N | O SO
m/z--> 20 40 60 80 100 120 140 160 180 J\AN
Abundance #17028: Benzene, 1,3-diethyl- - L
119.0 11.50
m/z 91.00 23.63%
5000
91.0
39.0 650 \
o LR Wt T Y ) N A vA'S
m/z--> 20 40 60 80 100 120 140 160 180 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.725 12.89 ug/L 659630 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 97
2 Undecane 156 C11H24 001120-21-4 96
3 Undecane 156 C11H24 001120-21-4 93
4 Undecane 156 C11H24 001120-21-4 91
5 Undecane 156 C11H24 001120-21-4 90

Abundance Scan 3323 (11.725 min): VV037492.D\data.ms (-3315) (- m/z 57.00 100.00%
57.0

5000

e —~
156.1 11.50 12.00

1131
I ‘M‘ﬂm‘wuJ\Hw‘_uu“w“w“_“39§§ m/z 43.00  81.52%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33077: Undecane
57.0

5000 e AR
11.50 12.00

2.0 8.0 m/z 71.00 50.91%
UL o o
O\\\‘\\\\“}\\\“\\H\‘\\\\H‘\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
=T —
11.50 12.00
5000 ITI/Z 41.00 38.64%
85.0
29.0
L e 0
0‘“_LH‘1&”_J1WWHJM‘UW‘M“H‘M“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33079: Undecane 7 —
57.0 11.50 12.00
m/z 85.10 30.97%
5000 850
29.0
Lo s
YSSSES NS YA S MO e Rt M A WARPL
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 26 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.844 9.78 ug/L 500476 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3360 (11.844 min): VV037492.D\data.ms (-3351) (- m/z 119.10 100.00%
119.1
5000
910 11.50 12.00
39.0 65.0 : :
Ol et ot ‘ ‘ “‘1“‘ U154l 2070 sz 134.00  31.97%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 — LA JU
11.50 12.00
91.00 17.47%
39.0 65.0 91.0 m/z
0 \‘\]\_\4‘\.‘0\‘\\\““\\“1‘\“1“\\\““H‘H“}“\\M‘l\u”\‘\\H’HH‘HH‘HH’HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —y—
11.50 12.00
5000 m/z 105.00 13.74%
91.0
39.0 65-0‘ ‘ ‘ |
) IR P | —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 11.50 12.00
m/z 77.00 10.45%
5000
39.0 g5 1O
0‘2"‘0“‘““‘H“M“;M‘w‘m“”w‘u“;‘m‘:“‘,‘mh‘HH,HH‘HHWH,HH — -
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 27 o-Cymene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.873 9.96 ug/L 509450 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 91
4 p-Cymene 134 C1eH14 000099-87-6 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 3369 (11.873 min): VV037492.D\data.ms (-3365) (- m/z 119.10 100.00%
119.1
5000
91.0
11.50 12.00
4%0 \6§0 \ [—n ‘ 154.1 9
O bttty g b 5 m/z 134.05 22.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000 — A M
11.50 12.00
91.0 m/z 91.00 13.04%
410 65.0
0 ‘\‘\ T “\“ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T \1\‘\6‘0\ L B
m/z--> 20 40 60 80 100 120 140 160
Abundance #17069: Benzene, 1,2,4,5-tetramethyl-
119.0
— ——
11.50 12.00
5000 m/z 120.05 7.84%
65.0 9%0 ‘ ‘
]
m/z--> 20 40 60 80 100 120 140 160 /&
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- T Ty
119.0 11.50 12.00
m/z 77.00 6.33%
5000
39.0 91.0
I RN OB BN PV A VIA VALV
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 32 (DEL) Alkane: Cyclicl2.304 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.304 4.79 ug/L 245166 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 55
2 Cyclopentane, (2-methylpropyl)- 126 CO9H18 003788-32-7 49
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 46
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
5 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 46
Abundance Scan 3503 (12.304 mln) VV037492.D\data.ms (-3494) (- m/z 82.95 100.00%
o j\«xﬁxﬂﬁ\A“MMW“vvmﬂ
o ]
12.00 12.50
0+ m/z 55.00 84.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31458: Cyclohexane, (1-ethylpropyl)-
55.0 83.0
5000 125.0 - T
12.00 12.50
m/z 82.00 66.03%
29.0
L L
O\\\‘\\\\’\\\ ‘\}\\“1\\\‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13270: Cyclopentane, (2-methylpropyl)-
41.0 69.0
F o
12.00 12.50
5000 m/z 41.00 55.16%
s
) M- _"w‘!‘muH‘H_Mwawww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13271: Cyclopentane, (2-methylpropyl)- — ——
41.0 69.0 12.00 12.50
m/z 69.00 52.87%
5000
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 34 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
12.397 7.49 ug/L 383001 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3532 (12.397 min): VV037492.D\data.ms (-3525) (- m/z 119.00 100.00%

119.0
5000
56.0 i U,
91.0
12.00 12.50
0 Ll 020 18502071 o 134 00 44.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 I

=7
12.00 12.50
m/z 56.00  24.53%

91.0
41.0 630 |
O\\\‘\‘\\\“\\w‘\‘u.‘\\\““\\\\‘m\\}“"\\\M\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0

T
12.00 12.50
5000 m/z 57.00 21.10%

39.0 .
| ‘\ Ui Gﬁ‘.o‘ g]‘.om wl

=

O B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- — ——
119.0 12.00 12.50
m/z 71.00 18.58%
5000
91.0
39.0 65.0
0%I-\S\.‘O\‘\\\“‘\\‘\‘\“\“\\\““\\‘\\“1‘\\‘1“"\\\“\’\H\‘\H\‘\\H‘\\\\ P P
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.818 10.95 ug/L 560072 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 38
3 Dodecane 170 C12H26 000112-40-3 38
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 38
5 Nonane 128 C9H20 000111-84-2 35
Abundance Scan 3663 (12.818 min): VV037492.D\data.ms (-3656) (- m/z 57.00 100.00%
57.0
117.0
5000
85.0
— ——
12.50 13.00
(- ‘3‘5"‘1 mmy Ml d ﬂ4o.1 Al1921 s 4300 79.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane
57.0
5000 L Lo
85.0 12.50 13.00
m/z 117.00  68.28%
290 170.0
O+ T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \H’%:\L}‘z\.o‘\“\ \1\4‘1\(\)\ T \.\ [T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
— e
12.50 13.00
5000 91.0 m/z 119.05 65.91%
51.0
210‘
0 “ P W%ﬁﬁu i ,“:M w!“ uw‘h R ABRRRE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45479: Dodecane o e
43.0 12.50 13.00
m/z 71.05 56.48%
71.0
5000
‘ ‘ H 98.0 1270 170.0
0"“w"Hmnﬂ‘um"M‘Jhulh‘wu‘ﬁ‘u“‘ﬁ“‘u‘ = e
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integra

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92324\
: VWe37492.D

: 23 Sep 2024 18:47
: SY/MD

: P4024-05MEDL 20X

: 10.12G/5mL/100ul/5m1/MSVOA_V/MEOH
:1 Sample Multiplier: 1

: VOC Analysis

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM082624WMA.M

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 41 Benzene, 4-(2-butenyl)-1,2-...

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.204 7.70 ug/L 393843 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 60
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 60
5 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 60

Abundance Scan 3783 (13.204 min): VV037492.D\data.ms (-3772) (- m/z 145.05 100.00%
145.1
5000
56.0 91.0 119.0 A
Py e
bl L L o0
[ E—l NMHMWW‘““M‘Luy‘ b m/z 133.00  66.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 B MAYA
13.00 13.50
910 m/z 160.10  40.32%
150 %90 650 | 6150
0 \\\‘\‘\‘\\“\\‘\‘\‘\\\\“\\\\“w\\ \\“u‘\\\“‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2- butenyl) -2,3-dimethyl-
45.0 A
.. A Y
13.00 13.50
5000 m/z 131.05 31.86%
91.0 1150
39.0
RECL Bl I 7 O I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- P =
145.0 13.00 13.50
m/z 56.00 29.80%
5000
105.0
39.0 77.0 ‘
MR P 0 0 S U WD A O
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_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5m1/MSVOA_V/MEOH
ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
: VOC Analysis

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 42 5-Nonanone, 2,8-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.317  21.27 ug/L 1088150 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 91
2 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 60
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 52
4 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 49
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 47

Abundance Scan 3818 (13.317 min): VV037492.D\data.ms (-3808) (- m/z 57.95 100.00%
58.0
5000 99.0 Aﬂg
1300 1350
271 170.1 : :
oWu‘i‘mh_uw‘mwuuwmwwHMH??:?‘WWm%??n‘ m/z 43.00  93.68%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45409: 5-Nonanone, 2,8-dimethyl-
43.0
5000 == -
81.0 13.00 13.50
m/z 81.00 71.74%
015'0H ‘h \‘\ L L 11\4'9 179'0
\H‘HH‘H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45408: 5-Nonanone, 2,8-dimethyl-
58.0
— =
13.00 13.50
5000 990 m/z 99.00 43.45%
27.0 ‘ 70 1700
o""‘H:“;‘:H‘!_um‘u‘hwuﬁh‘www_ww_m‘w_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #8507: 2-Hexanone, 5-methyl- — s
43.0 13.00 13.50
m/z 71.05 42.33%
5000
71.0
e N L ]
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 43 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.355 35.84 ug/L 1833890 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 72
2 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 40
3 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
4 2-Ethyl-cyclohexylamine 127 C8H17N 024216-90-8 25
5 Cyclooctanamine 127 C8H17N 005452-37-9 16
Abundance Scan 3830 (13.355 min): VV037492.D\data.ms (-3823) (- m/z 56.00 100.00%
56.0
- L
To111a 1451 /V‘ ‘ =l
: 13.00 13.50
199.2
o“‘w“wuﬁw“u;‘Jh‘wwﬂk‘_M‘WW‘HE§?9“H‘WH m/z 57.00 64.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
5000 = S
13.00 13.50
29.0 111.0 m/z 69.00 39.73%
145.0
0 T \8‘?.\?\“\\f!‘\1‘\\‘\‘\\\“1\?(}).9\\]}9\?.\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22094: Octane, 2,2-dimethyl-
57.0
s T
13.00 13.50
5000 m/z 71.00 34.70%
29.0 85.0
L 1270
0““_U“HH“H‘Ju‘i“W““‘ﬂ““u““‘W““_‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7553: 1-Heptene, 2-methyl- = 0
56.0 13.00 13.50
m/z 41.00  33.28%
5000
29.0
112.0
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_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 44 3-Methyl-thiophene-2-carbox... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.551 5.41 ug/L 276667 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-thiophene-2-carboxamide 141 C6H7NOS 076655-99-7 50
2 2,4-Difluorobenzoic acid, 4-trid... 340 C20H30F202 1000338-56-9 43
3 5-Fluoronicotinic acid 141 C6H4FNO2 000402-66-4 38
4 Succinic acid, naphth-2-ylmethyl... 352 C21H17F04 1000390-34-2 38
5 2-Fluorobenzoic acid. heptadecyl... 378 C24H39F02 1000282-96-6 38

Abundance Scan 3891 (13.551 min): VV037492.D\data.ms (-3881) (- m/z 141.05 100.00%

140.1
55.0
5000
%2 1040 s
0 . m/z 55.00 61.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21774: 3-Methyl-thiophene-2-carboxamide
141.0
5000 B
13.50
m/z 57.00 51.06%
97.0 ‘ |
0 ’\\\\’\\\\‘\\\\‘\\\H‘\\\\‘\h\\\“\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #248520: 2,4-Difluorobenzoic acid, 4-tridecyl ester

N

141.0
RN T
13.50
5000 m/z 41.00 45.51%
182.0
55.0 83.0 113.0
Wi W R N SN K21
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21733: 5-Fluoronicotinic acid — ‘
141.0 13.50
m/z 56.00 44.68%
69.0
45.0 ‘ ‘
SR AV 1 N VN S R —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 45 Propanal, 2-propenylhydrazone Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
13.754 5.40 ug/L 276071 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-propenylhydrazone 112 C6H12N2 019031-78-8 50
2 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 47
3 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 47
4 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202  1000447-28-3 47
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 43

Abundance Scan 3954 (13.754 min): VV037492.D\data.ms (-3945) (- m/z 43.00 100.00%

43.0
5000
g3.0 1121 =

O berrprrrebl bl L B 5 m/z 71.00  77.12%

145.0 13.50 14.00
‘ ‘\ “ H‘L‘ l \H hh“‘\ \‘ \‘ ‘\ 11 180.2 281.(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7130: Propanal, 2-propenylhydrazone
71.0
5000 o —=
13.50 14.00

41.0 m/z 55.00 45.26%

‘ 112.0
\H‘\‘“\\“h\H‘H’\\1\“\\H‘H!\‘H\\‘\H\’\H\’\\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13226: 1-Hexene, 3,4,5-trimethyl-

43.0

7
13.50 14.00

o

5000 m/z 69.95 39.64%
ke
S —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5042: 1-Butanol, 2,2-dimethyl- — —
43.0 13.50 14.00

m/z 57.00 37.63%

5000
T
0 WLl H‘ . shas

m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
13.834 4.83 ug/L 246921 1,4-Dichlorobenzene-d4 11.178
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 93
4 Hexadecane 226 C16H34 000544-76-3 64
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 58

Abundance Scan 3979 (13.834 min): VV037492.D\data.ms (-3969) (- m/z 57.00 100.00%
57.0

5000

3

85.1
131.0
13.50 14.00
0 m”a A www‘i‘t?’?‘q‘1‘?‘4“2‘2‘97‘9‘H‘ m/z 43.00  78.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
5000 85.0 - LT
13.50 14.00
29.0 m/z 71.00 55.78%
LUl 120 1410 1840
O\\\‘\\\\‘\\\‘\\\\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
- —=
13.50 14.00
5000 ITI/Z 41.00 42 .24%

\\ ‘\‘ . 1130 1410 184.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #59026: Tridecane
57.0 13.50 14.00

m/z 85.10  37.80%

o
N
©
o
[or]
[&]
o

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

20.0 85.0
“112 .0 141.0 184.0

T-

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 47 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.902  28.24 ug/L 1444640  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 97
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 96
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 94
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 93
Abundance Scan 4000 (13.902 min): VV037492.D\data.ms (-3991) (- m/z 145.05 100.00%
145.1
5000
105.0 [N LN
39.0 77.0 ) 13.50 14.00
0 k1802 2402 Lo 160.10  48.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 = A
13.50 14.00
1050 m/z 130.00 20.70%
39.0 77.0 H‘
O \\\‘\\\\“‘\\‘\\‘w‘\\\‘H‘\\\\‘\\\UW\\1\"‘}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
— P
13.50 14.00
5000 m/z 128.00 19.67%
115.0
00, P L
] R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- = e
145.0 13.50 14.00
m/z 129.00 16.99%
5000
390 770" ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 48 1,3-Hexanediol, 2-ethyl- (i... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.960 5.37 ug/L 274716  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Hexanediol, 2-ethyl- (isomer 2) 146 C8H1802 1000484-18-1 53
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 42
3 Neopentyl glycol 104 C5H1202 000126-30-7 40
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 27
5 trans-2-Aminocyclohexanol 115 C6H13NO 006982-39-4 27
Abundance Scan 4018 (13.960 min): VV037492.D\data.ms (-4011) (- m/z 56.00 100.00%
56.0
5000
1111
‘ ‘ 157.1 A
14.00
1.0 ‘ 199.2 z
O bbbl BT L Ll THR2255 s 73,00 78.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25582: 1,3-Hexanediol, 2-ethyl- (isomer 2)
56.0
5000 LN
14.00
m/z 55.00 77.20%
29.0 103.0
O\\\\’\‘iH\\“‘}‘\\‘ ‘\‘\“}\‘\‘\\\“‘\\\\]‘-2\\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
——
14.00
5000 m/z 69.00 62.02%
29.0 111.0
145.0
S 0 S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5363: Neopentyl glycol T
56.0 14.00
m/z 41.00 40.82%
5000
31.0
‘H ‘H‘ \‘u ‘\‘86‘0
L A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 49 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.030 6.45 ug/L 329965 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 55
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 55
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 46
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 46

Abundance Scan 4040 (14.030 min): VV037492.D\data.ms (-4027) (] ' m/z 57.05 100.00%
5

1.0 131.0
5000 _

T \
14.00

160.0
Ol 38 1839 m/z 131.00  84.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 e :
14.00
m/z 145.00 67.58%
0! \‘“!\"\“\\\’\\\\’\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
T 1
14.00
5000 ITI/Z 41.00 51.17%
39.0 91.0
15.0 63.0
0! “J:‘ﬂu‘ ,‘Ml‘fh“,““,“u“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25053: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- —— ‘
131.0 14.00
m/z 146.05 47 .17%
5000
105.0
51.0 77.0
27 A

0\\W\NHMHquJHWHW\NH\ \ph\w\u\,u\w\\ A
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_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 50 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.130 8.12 ug/L 415371  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 38
2 Hexyl trifluoroacetate 198 C8H13F302 000400-61-3 38
3 2,5-Dimethyl-5-hexen-3-0l 128 C8H160 067760-91-2 37
4 Undecanol-4 172 C11H240 004272-06-4 35
5 Neopentyl glycol 104 C5H1202 000126-30-7 32

Abundance Scan 4071 (14.130 min): VV037492.D\data.ms (-4063) (- m/z 56.00 100.00%

56.0
5000
1111
157.1

-
14.00 14.50
199.1
‘ M“‘L S 28L0 nyz 55,00 85.95%

miz-> 50 100 150 200 250
Abundance #5363: Neopentyl glycol
56.0

5000 —— -
14.00 14.50

m/z 69.00 76.50%
H‘ |
T

86.0
14-0 ‘ ‘H\ \‘H 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 #74296: Hexyl trifluoroacetate

56.0

14.00 14.50

o

o

5000 m/z 73.00 75.21%
85.0
o 260 | %0 1200 1690
e A P
miz--> 50 100 150 200 250
Abundance #14433: 2,5-Dimethyl-5-hexen-3-ol = —r—
56.0 14.00 14.50

m/z 41.00 44.81%

5000
85.0
150\

miz--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 52 Naphthalene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.564 9.85 ug/L 503943 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94

Abundance Scan 4206 (14.564 min): VV037492.D\data.ms (-4192) (-] | m/z 142.00 100.00%

142.0
5000
T \
030 110 \ 183.9213 280.¢ 14.59
Ot A0 L 18392131 280 n.; 141 00 85.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 A~j\¥r —
14.50
l m/z 115.00  34.90%
63.0
02’\\.\\“\\”\\““\‘\“\”\‘\‘!‘\\‘\H‘\"(\)H\i\\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
— ‘
14.50
5000 ITI/Z 139.00 11.33%
027'0\ \\6\%?\\ il 11‘\'0 |
ek e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22147: Naphthalene, 1-methyl- T i
142.0 14.50
m/z 143.00 10.35%
5000
63.0
210 gy g 2130 )
O T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

SFAMVLMO82624WMA.M Tue Sep 24 18:00:13 2024 Page: 43



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 54 Naphthalene, 1,5-dimethyl- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
15.596 5.57 ug/L 284921 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
Abundance Scan 4527 (15.596 min): VV037492.D\data.ms (-4520) (- m/z 156.05 100.00%
156.1
128.0 LI ‘
76. 15.50
51.0 -
I e S ML= ) Al 19612252 0141 e 67.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000 —— :
15.50
76,0 1150 m/z 155.00 31.50%
510
0 \\\‘2\7‘\‘\0\“\\“\ \“‘H‘\‘\HH"\‘\‘\\“\H‘H\“!‘HUH‘ EERREREAEERERERRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
N T
15.50
5000 m/z 128.00 15.55%
77.0 115.0
51.0
ol 20 e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl- T ‘
156.0 15.50
m/z 115.00  13.13%
5000
76.0 115.0
51.0
/L M W E—— -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 55 Naphthalene, 2,3-dimethyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
15.744 4,52 ug/L 231276 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4573 (15.744 min): VV037492.D\data.ms (-4564) (-] | m/z 156.05 100.00%

156.1
5000

115.0 = L
77.0 ‘ 15.50 16.00
ol \Wﬂ“ﬂ$wﬂw“ww”kH N 2002 2601 T 60 83.94%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 e —

15.50 16.00
m/z 155.05 29.60%

76.0
“‘39\‘0\\\\‘\\\\”\\1\10 \“\ \‘\M\\ww‘ww\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
-

o

15.50 16.00
5000 m/z 115.00 19.55%
115.0
390 /10 ‘
oL L \‘ \‘\ \HH\ il e \“\‘ H ‘\M‘ T —

miz--> 50 100 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- T T
156.0 15.50 16.00

m/z 128.00 14.76%

5000
115.0
??Q‘m f ey PASASAS
50

o

I I
miz--> 50 100 1 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA.M

Quant Tit

TIC Libra

le

ry

: VOC Analysis

: 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 56 Carbonic acid, octyl vinyl ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.779  36.58 ug/L 1871416 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 64
2 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 64
3 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 59
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 59
5 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 59

Abundance Scan 4584 (15.779 min): VV037492.D\data.ms (-4575) (- m/z 57.00 100.00%

57.0
5000
1121

‘ ‘ ‘ 4z, 1851 ( 15.50 16.00
oww\mumMHMwWHH‘m_MH,W,‘?““R?W%‘?R‘ m/z 71.85 83.50%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #75515: Carbonic acid, octyl vinyl ester
57.0
5000
15 50 16 00

m/z 43.00 35.70%

27.0 ‘ 112.0
WN“““‘WJ“JL‘W”W‘”W%§ZP”W‘”N”‘P”W‘”W”‘W”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107226: Decane, 5,6-dipropyl-
57.0

15 50 16 00

5000 m/z 112.05 34.70%
112.0

o

‘ I “ | | 140.0169.0197.0226.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester —— —
57.0 15.50 16.00

m/z 41.00 32.53%

5000
112.0
220 | ||| 1570 1959 2410

) 1 P i e Y
miz--> 20 40 60 80 100120140160 180200220240 260 280 15.50 16.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 57 9-Methyl-S-octahydroanthracene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.214  20.32 ug/L 1039780 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 64
21,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 60
3 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 58
4 1H-Pyrazole, 5-(t-butyl)-3-phenyl- 200 C13H16N2 1000261-34-8 46
5 1-Methyl-1-n-pentyloxy-1-silacyc... 200 C11H240Si 232270-61-0 46

Abundance Scan 4719 (16.213 min): VV037492.D\data.ms (-4710) (- m/z 185.05 100.00%

185.1
5000
12801551 k —— — Ly
: 16.00 16.50
390 770
0 " . 12221 2685 ;m/z 170.16  59.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000
16.00 16.50
143.0 m/z 200.15  29.13%
410 770 1150 ‘ | |
0 ‘H\\“‘\\W\‘w\‘\ ”“w\“\\‘\H\‘\‘!“H“H‘\M\“‘\\‘\\‘\‘H\“‘H\\‘\\H‘H\\‘\\H

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene

%

185.0
16.00 16.50
5000 ITI/Z 155.05 20.95%
143.0
770 M ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #76014: Silane, tr|methyl2naphthaleny|— e T
185. 16.00 16.50
m/z 186.15 15.05%
5000
‘HH“m‘m“HH‘HH‘HH“m“HWH“Hu‘m“uu“m — =
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 59 2H-Benz[e]inden-3-0l, 3,3a,... Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
16.541 4.26 ug/L 218206 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2H-Benz[e]inden-3-0l1, 3,3a,4,5-t...
2 .alpha.-Dehydro-ar-himachalene

3 4b,5,6,7,8,8a,9,10-0ctahydro-1-m...
4 4-Phenyl-2-(2-oxopropyl)furan

5 2-Naphthaleneacetaldehyde, 1,4-d...

200 C14H160
200 C15H20
200 C15H20
200 C13H1202
228 C14H1203

071805-91-9 64
078204-62-3 64
1000080-19-3 62
1000426-70-8 50
014348-64-2 49

5000

0
m/z-->

39.0

77.0

Abundance Scan 4821 (16.541 min): VV037492.D

128.0

200
157.1

20 40 60 80 100120140160180200220240260280

\data.ms (-4815) (-
1

2423 283..

Abundance

5000

o

m/z-->

91.0

129.0

#76084: 2H-Benz[e]inden-3-ol, 3,3a,4,5-tetrahydro-3a-me

200.0

167.0

20 40 60 80 1001201401

60180200220240260280

Abundance

5000

o

m/z-->

39.0

#76093: .alpha.-Dehydro-ar-himachalene

77.0

128.0

157.0

200.0

20 40 60 80 100120140160180200220240260280

Abundance

5000

o

m/z-->

91.0 ‘
ml

128.0

#76103: 4b,5,6,7,8,8a,9,10-Octahydro-1-methylphenanth

200.0
157.0

m/z 200.10 100.00%

-

16.50

m/z 157.05

-

=
16.50

m/z 143.00

=

T
16.50

m/z 128.00

=

T
16.50

m/z 129.00

2

20 40 60 80 100120140160180200220240260280

1
16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 60 Methyl 2-diethylamino-3-met... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
16.667 4.27 ug/L 218689 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-diethylamino-3-methyl-b... 185 C10H19NO2 075122-81-5 52
21,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 49
3 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 46
4 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 45
5 1H-Isoindole-1,3(2H)-dione, 2-(2... 185 C11H7NO2 007223-50-9 43

Abundance Scan 4860 (16.667 min): VV037492.D\data.ms (-4852) (- m/z 185.10 100.00%
185.1

5000

-

91.0 129.0157.0

" M ‘ ‘ H w ‘ 2182 283.( 16.50 17.00
”““““‘H““‘”““””‘“““‘“‘”w“ i A S S m/z 170,10 73.60%

m/z--> 40 60 80 100120140160 180200220 240260280
Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0
126.0
87.0
5000

o

41.0 16.50 17.00
m/z 200.15 37.32%
0'
m/z--> 40 60 80 100120140160 180200 220240260 280
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0
g P
16.50 17.00
5000 ITI/Z 157.00 23.89%
143.0
115. ‘
P S W NI VY
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #76095: 9-Methyl-S-octahydroanthracene = ==
185.0 16.50 17.00
m/z 129.00 22.38%
5000
143.0
410 770 1150 ‘ | |
Y ST W P WO O 0 0 O SEUOUMROONON i ——
m/z--> 40 60 80 100120140160 180200 220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5ml1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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 61 Naphthalene, 2,3,6-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.850  18.48 ug/L 945651  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 86
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 50
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 50

Abundance Scan 4917 (16.850 min): VV037492.D\data.ms (-4908) (- m/z 185.10 100.00%

185.1

5000
155.1

-

T ——
16.50 17.00

390 770 115.
m/z 170.10  82.40%

1218.4 252.9283..

1
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45539: Naphthalene, 2,3,6-trimethyl-
170.0
5000 = N
16.50 17.00
m/z 200.15 29.50%
128.0
O 410 850 | \h i} ‘HH wH
’\H\[HH‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100120140160180200220240260280

-

Abundance #45526: 4,6,8-Trimethylazulene
170.0
. T
16.50 17.00
5000 ITI/Z 155.05 26.71%
260 115.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45527: 4,6,8-Trimethylazulene — =
170.0 16.50 17.00
m/z 186.05 14.58%
5000
30.0 128.0 ‘
0,HH{whﬂZEguwH“MWAHNMJM_H‘MHWHH‘HHMHW‘H ““ﬁATﬁA\ —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37492.D

Acqg On : 23 Sep 2024 18:47

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul/5m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .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|
Propanal, 2-met... 2.883 4.7 ug/L 183091 1 5.529 1937650 50.0
Butanal 3.610 11.1 ug/L 430050 1 5.529 1937650 50.0
(DEL) Alkane: S... 8.596 3.9 ug/L 185573 2 8.780 2369500 50.0
(DEL) Alkane: S... 8.722 3.8 ug/L 178460 2 8.780 2369500 50.0
(DEL) Alkane: S... 9.137 15.1 ug/L 717666 2 8.780 2369500 50.0
Sulfurous acid,... 9.407 4.2 ug/L 199572 2 8.780 2369500 50.0
(DEL) Alkane: S.. 9.641 7.0 ug/L 334178 2 8.780 2369500 50.0
(DEL) Alkane: C.. 9.731 7.4 ug/L 350080 2 8.780 2369500 50.0
(DEL) Alkane: S.. 9.783 3.8 ug/L 179782 2 8.780 2369500 50.0
(DEL) Alkane: S... 10.021 7.8 ug/L 396378 3 11.178 2558140 50.0
(DEL) Alkane: S... 10.050 8.0 ug/L 409281 3 11.178 2558140 50.0
Benzene, propyl- 10.285 7.3 ug/L 372331 3 11.178 2558140 50.0
Benzene, 1l-ethy... 10.381 28.2 ug/L 1442570 3 11.178 2558140 50.0
Benzene, 1l-ethy... 10.667 7.6 ug/L 390266 3 11.178 2558140 50.0
(DEL) Alkane: S... 10.966 3.9 ug/L 198603 3 11.178 2558140 50.0
(DEL) Alkane: C... 11.088 3.8 ug/L 195076 3 11.178 2558140 50.0
p-Cymene 11.124 6.0 ug/L 304854 3 11.178 2558140 50.0
(DEL) Alkane: S... 11.230 7.3 ug/L 370763 3 11.178 2558140 50.0
Benzene, 1,2,3-... 11.268 16.2 ug/L 828181 3 11.178 2558140 50.0
(DEL) Alkane: S... 11.307 7.1 ug/L 361554 3 11.178 2558140 50.0
(DEL) Alkane: S... 11.397 7.4 ug/L 376919 3 11.178 2558140 50.0
Benzene, 1,4-di... 11.481 7.8 ug/L 397305 3 11.178 2558140 50.0
(DEL) Alkane: S... 11.725 12.9 ug/L 659630 3 11.178 2558140 50.0
Benzene, 2-ethy... 11.844 9.8 ug/L 500476 3 11.178 2558140 50.0
o-Cymene 11.873 10.0 ug/L 509450 3 11.178 2558140 50.0
(DEL) Alkane: C... 12.304 4.8 ug/L 245166 3 11.178 2558140 50.0
Benzene, 1,2,3,... 12.397 7.5 ug/L 383001 3 11.178 2558140 50.0
(DEL) Alkane: S... 12.818 10.9 ug/L 560072 3 11.178 2558140 50.0
Benzene, 4-(2-b... 13.204 7.7 ug/L 393843 3 11.178 2558140 50.0
5-Nonanone, 2,8... 13.317 21.3 ug/L 1088150 3 11.178 2558140 50.0
2,4-Dipropyl-5-... 13.355 35.8 ug/L 1833890 3 11.178 2558140 50.0
3-Methyl-thioph... 13.551 5.4 ug/L 276667 3 11.178 2558140 50.0
Propanal, 2-pro... 13.754 5.4 ug/L 276071 3 11.178 2558140 50.0
(DEL) Alkane: S... 13.834 4.8 ug/L 246921 3 11.178 2558140 50.0
Benzene, 1,3,5-... 13.902 28.2 ug/L 1444640 3 11.178 2558140 50.0
1,3-Hexanediol,... 13.960 5.4 ug/L 274716 3 11.178 2558140 50.0
Naphthalene, 1,... 14.030 6.5 ug/L 329965 3 11.178 2558140 50.0
unknown-01 14.130 8.1 wug/L 415371 3 11.178 2558140 50.0
Naphthalene, 1-... 14.564 9.8 ug/L 503943 3 11.178 2558140 50.0
Naphthalene, 1,... 15.596 5.6 ug/L 284921 3 11.178 2558140 50.0
Naphthalene, 2,... 15.744 4.5 ug/L 231276 3 11.178 2558140 50.0
Carbonic acid, ... 15.779 36.6 ug/L 1871410 3 11.178 2558140 50.0
9-Methyl-S-octa... 16.214 20.3 ug/L 1039780 3 11.178 2558140 50.0
2H-Benz[e]inden... 16.541 4.3 ug/L 218206 3 11.178 2558140 50.0
Methyl 2-diethy... 16.667 4.3 ug/L 218689 3 11.178 2558140 50.0
Naphthalene, 2,... 16.850 18.5 ug/L 945651 3 11.178 2558140 50.0
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