LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100uL/5mL/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: VVv@37510.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.172 33 41 57 rBV 43464 76621  2.83% 0.172%
2 1.278 66 74 91 rvV 343298 369536 13.67% 0.828%
3 1.529 144 152 166 rVB 303225 358895 13.27% 0.804%
4 2.057 304 316 331 rBV 618814 908465 33.59% 2.035%
5 2.876 561 571 591 rVB2 50804 105619 3.91% 0.237%
6 3.606 788 798 826 rBv2 94058 239229 8.85% 0.536%
7 3.790 842 855 890 rBV 112749 323375 11.96% 0.724%
8 4.240 976 995 1022 rBV2 415684 1069641 39.55% 2.396%
9 4.944 1197 1214 1238 rBV2 1015857 2589334 95.75% 5.801%
106 5.526 1381 1395 1432 rBV 781332 1618176 59.84% 3.625%
11  5.979 1523 1536 1571 rVB 571083 1196144 44.23% 2.680%
12 6.905 1814 1824 1851 rBV 304788 582992 21.56% 1.306%
13 7.236 1916 1927 1951 rBV 1167890 2052773 75.91% 4.599%
14  7.548 2015 2024 2047 rVV 200362 374667 13.85% 0.839%
15 8.021 2154 2171 2199 rBV 346048 711091 26.30%  1.593%
16 8.500 2310 2320 2333 rBV7 22762 61650 2.28% 0.138%
17 8.596 2340 2350 2362 rVB3 81217 132039 4.88% 0.296%
18 8.719 2374 2388 2396 rBvV2 75922 129287 4.78%  0.290%
19 8.776 2396 2406 2440 rVV 1240481 2012148 74.41% 4.508%
20 9.031 2475 2485 2490 rBV7 31014 57340 2.12% 0.128%
21  9.076 2491 2499 2508 rVV2 98389 196765 7.28% 0.441%
22 9.133 2508 2517 2541 rVB 311228 512718 18.96% 1.149%
23 9.407 2587 2602 2618 rBvV7 68281 142391 5.27% 0.319%
24 9.477 2618 2624 2627 rBV2 29756 35129 1.30% 0.079%
25 9.510 2629 2634 2642 rVB3 32510 42173 1.56% 0.094%
26 9.641 2666 2675 2685 rVV3 145463 238064 8.80% 0.533%
27 9.731 2687 2703 2712 rVV5 116419 266887 9.87% 0.598%
28 9.780 2712 2718 2729 rVB2 79803 127091 4.70%  0.285%
29 9.860 2731 2743 2752 rVV2 54982 105266 3.89% 0.236%
30 9.950 2764 2771 2778 rVV3 48757 77206 2.85% 0.173%

31 10.018 2779 2792 2796 rVV2 145685 268400  9.93%
32 10.047 2797 2801 2813 rVB 192257 271847 10.05%
33 10.146 2816 2832 2850 rBV2 832012 1428764 52.83%
34 10.284 2866 2875 2894 rBV 133270 276706 10.23%
35 10.378 2895 2904 2918 rVV 535487 1174792 43.44%
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36 10.442 2919 2924 2925 rVV3 154405 160692 5.94%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100uL/5mL/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 10.468 2926 2932 2939 rVWW 435224 713579 26.39%  1.599%
38 10.510 2939 2945 2966 rVB 560664 881307 32.59% 1.974%
39 10.667 2985 2994 3001 rBV 108235 175684 6.50% 0.394%
40 10.770 3019 3026 3031 rBV3 47570 63233  2.34% 0.142%
41 10.812 3031 3039 3042 rVV2 196148 260574 9.64% 0.584%
42 10.844 3042 3049 3062 rVB 740897 1117407 41.32% 2.503%
43 10.966 3078 3087 3092 rBv4 81908 139412 5.16% 0.312%
44 11.027 3100 3106 3115 rVB3 102536 167268 6.19% 0.375%
45 11.085 3117 3124 3130 rVV3 93826 148014 5.47% 0.332%
46 11.124 3130 3136 3144 rVV2 149248 227291 8.40% 0.509%
47 11.178 3144 3153 3163 rVV 1435907 2201284 81.40% 4.931%
48 11.227 3163 3168 3174 rVV2 169944 262573 9.71% 0.588%
49 11.268 3174 3181 3188 rVV2 394314 614387 22.72% 1.376%
50 11.307 3188 3193 3203 rVB 185881 249777  9.24%  0.560%
51 11.397 3213 3221 3231 rVB3 184558 265476  9.82%  0.595%
52 11.477 3234 3246 3250 rVV3 169029 286226 10.58% 0.641%
53 11.506 3251 3255 3261 rVW 216028 303687 11.23% ©0.680%
54 11.555 3261 3270 3292 rVB3 1420935 2704249 100.00% 6.058%
55 11.677 3299 3308 3314 rBV2 86562 150059 5.55% 0.336%
56 11.722 3315 3322 3327 rBV 256839 371148 13.72%  0.831%
57 11.844 3351 3360 3364 rBV 275439 401243 14.84% ©.899%
58 11.873 3365 3369 3377 rVV 290438 391220 14.47% 0.876%
59 11.947 3378 3392 3406 rVB2 230908 476764 17.63% 1.068%
60 12.053 3418 3425 3431 rBV2 51949 93139 3.44% 0.209%
61 12.191 3456 3468 3475 rBV5 68550 140398 5.19% 0.315%
62 12.246 3477 3485 3494 rVB2 107953 187271 6.93% 0.420%
63 12.304 3495 3503 3510 rBV5 90831 167484 6.19% 0.375%
64 12.349 3510 3517 3525 rVVW5 112314 178445 6.60% 0.400%
65 12.397 3525 3532 3540 rVW 203727 284168 10.51% 0.637%
66 12.436 3541 3544 3551 rVB2 57795 65831 2.43% 0.147%
67 12.484 3552 3559 3565 rBV2 86648 119730 4.43% 0.268%
68 12.522 3566 3571 3577 rVVv2 46743 50771 1.88% 0.114%
69 12.728 3626 3635 3643 rBVS5 72444 125136 4.63% 0.280%
70 12.780 3644 3651 3655 rVWW2 76334 121661 4.50% 0.273%
71 12.815 3655 3662 3672 rVV3 205995 433728 16.04% ©.972%
72 12.866 3674 3678 3688 rvv4 116671 207615 7.68% 0.465%
73 12.915 3689 3693 3704 rVV3 41392 83806 3.10% ©.188%
74 12.976 3705 3712 3720 rVV4 82058 141367 5.23% 0.317%
75 13.021 3722 3726 3739 rVB2 69803 96847 3.58% 0.217%
76 13.111 3743 3754 3761 rBV1e 39919 88235 3.26% 0.198%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100uL/5mL/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 13.204 3772 3783 3798 rBV6 136466 289496 10.71% 0.649%
78 13.317 3808 3818 3823 rBV 493985 761485 28.16% 1.706%
79 13.352 3823 3829 3849 rVvV4 611772 1424637 52.68% 3.192%
80 13.435 3851 3855 3863 rVB 52645 68954  2.55% 0.154%
81 13.548 3881 3890 3907 rBV6 111945 242580 8.97% 0.543%
82 13.754 3944 3954 3964 rBV3 97982 156571 5.79% 0.351%
83 13.828 3967 3977 3990 rVV7 65483 151660 5.61%  0.340%
84 13.902 3991 4000 4011 rBV 815149 1191601 44.06% 2.670%
85 13.956 4011 4017 4027 rVB3 99503 153737 5.69% 0.344%
86 14.030 4028 4040 4049 rBVO 94296 202431 7.49% 0.453%
87 14.130 4063 4071 4079 rBV 175367 253391 9.37% 0.568%
88 14.207 4088 4095 4112 rVB4 95974 178041 6.58% 0.399%
89 14.564 4192 4206 4214 rBV 159701 321459 11.89% 0.720%
90 14.693 4241 4246 4255 rBV5 29755 38356 1.42% 0.086%
91 14.751 4256 4264 4280 rBvV2 95588 178816 6.61% 0.401%
92 15.487 4487 4493 4499 rBV 31179 45137 1.67% 0.101%
93 15.599 4520 4528 4540 rBV2 79184 144715 5.35% 0.324%
94 15.779 4565 4584 4596 rBV3 843962 1496917 55.35%  3.353%
95 16.213 4709 4719 4730 rBV 503089 748725 27.69% 1.677%
96 16.281 4734 4740 4756 rVB3 60521 99631 3.68% 0.223%
97 16.541 4814 4821 4836 rVB5 63127 104164 3.85% 0.233%
98 16.667 4851 4860 4868 rBV5 94284 169533 6.27% 0.380%
99 16.853 4907 4918 4929 rBV 431250 651989 24.11% 1.461%
100 17.570 5132 5141 5155 rBV7 55169 112078 4.14% 0.251%

Sum of corrected areas: 44637511
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\

: VWe37510.D

: 25 Sep 2024 10:02

: SY/MD

: P4024-05MEDL 20X

: 10.12G/5mL/100uL/5mL/MSVOA_V/MEOH
01

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: VV037510.D\data.ms

4.944

5.526

2.057 5.979

4.240

1.278 1.529

1.17 2.876 3.606190

Time-->

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

A
AR EREER AR D R i L T L L L L L L L L L L L L L L A L B B L

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

TIC: VV037510.D\data.ms

11.178 11.p55
8.776

7.236

10.146

10.844

6.905 8.021

7.548

0
Time-->

Abundance
1400000
1200000
1000000
800000
600000

400000

2000001 2 k23

‘ ‘ — — ‘
7.00 7.50 8.00 11.50 12.00

TIC: VV037510.D\data.ms

15.779

13.902

14.130 14.564
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 49
R.T. EstConc Area Relative to ISTD R.T.
2.876 3.26 ug/L 105619 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 80
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 72
Abundance Scan 571 (2.876 min): VV037510.D\data.ms (-561) (-) m/z 42.95 100.00%
43.0
5000 J\wuw&
R R RRRRRERES
73.0 ) 2.60 2.80 3.00 3.20
e S 28 myz 41,00 82.14%
miz-> 50 100 150 200 250
Abundance #782: Propanal, 2-methyl-
43.0
5000 LA L B L B B B
2.60 2.80 3.00 3.20
m/z 72.00 52.20%
13'0! ‘m ‘ “\7\‘-(\) T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #787: Propanal, 2-methyl-
43.0
EREmaaEE RS
2.60 2.80 3.00 3.20
5000 ITI/Z 39.00 29.95%
m/z--> 50 100 150 200 250
Abundance #786: Propanal, 2-methyl-  EEeaanEEE NS S
43.0 2.60 2.80 3.00 3.20
m/z 42.00 9.69%
h \MMJLMW
m/z--> 50 100 150 200 250 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 16
R.T. EstConc Area Relative to ISTD R.T.
3.606 7.39 ug/L 239229 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 CAH80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 74
5 Butanal 72 C4H80 000123-72-8 74
Abundance Scan 798 (3.606 min): VV037510.D\data.ms (-788) (-) m/z 43.95 100.00%
44.0
72.0
5000
57.0
LA e
37 ‘ 3.20 3.40 3.60 3.80 4.00
H‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\M\\}H iH\\iH{w\H\‘HH‘HHH\}\‘HH‘HH m/z 42.95 88.34%
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 AR RN R
57.0 3.20 3.40 3.60 3.80 4.00
m/z 72.00 82.82%
H‘\H\‘H]\.ﬁ.\(\)\\‘\\\\‘l !\‘HH:B‘KNH‘\! iH\\iH{H\H\‘HH‘HHM\}\‘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
R AR RAREE
72.0 3.20 3.40 3.60 3.80 4.00
5000 m/z 40.95 80.87%
15.0 57.0
a7 \
W
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #736: Butanal BEARNEEENE SRR
44.0 3.20 3.40 3.60 3.80 4.00
72.0 m/z 38.95 43.79%
27.0
5000
57.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:00 2024 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

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

ALS vial : 1 Sample Multiplier: 1

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

Quant Title : VOC Analysis

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
8.596 3.28 ug/L 132039  Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 64
2 Octane, 2-methyl- 128 C9H20 003221-61-2 64
3 Octane, 4-methyl- 128 C9H20 002216-34-4 52
4 Octane 114 C8H18 000111-65-9 50

5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S

Abundance Scan 2350 (8.596 min): VV037510.D\data.ms (-2340) (-)
43.0

5000

LI

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl-
43.0
5000
71.0
| ‘ | 180

‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14524: Octane, 2-methyl-

43.0

5000
71.0

| ‘ ‘ 113.0

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

Abundance #14529: Octane, 4-methyl-
43.0

5000 8.0

128.0

1000309-12-0 50

m/z 43.00 100.00%

i

8.20 8.40 8.60 8.80 9.00
m/z 57.00 51.50%

/k\\\v\

8.20 8.40 8.60 8.80 9.00
m/z 71.10 48.68%

e

8.20 8.40 8.60 8.80 9.00
m/z 41.00 39.76%

Ll

8.20 8.40 8.60 8.80 9.00
m/z 85.00 35.42%

Ay

m/z--> 20 40 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 50
R.T. EstConc Area Relative to ISTD R.T.
8.719 3.21 ug/L 129287 Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
2 Octane, 3-methyl- 128 C9H20 002216-33-3 72
3 Octane, 3-methyl- 128 C9H20 002216-33-3 64
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 58

Abundance Scan 2388 (8.719 min): VV037510.D\data.ms (-2374) (-) m/z 57.00 100.00%
57.0

5000
41.0
98.1 R RE e R AREREEERY
‘ “ 71.0 113.0 128.0 8.40 8.60 8.80 9.00
Ol ol 11801230 s 41,00 30.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 T T T[T T T T[T
8.40 8.60 8.80 9.00
m/z 56.00  26.16%
270 71.0 99.0
] J. )l 880 | 11301280
H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
57.0
R e
8.40 8.60 8.80 9.00
m/z 42.95 26.06%
5000 43.0
29.0
98.0
71.0
I T e
H‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘V‘H_‘H_‘H,HH‘HH
miz--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #14528: Octane, 3-methyl- e ARNmEEaEEEEy
57.0 8.40 8.60 8.80 9.00
m/z 98.10  19.88%
5000
43.0
29 0 98.0
‘ 7% 0 113.0128.0
H‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘W‘HM‘HM‘H,HH‘HH
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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.
9.133  12.74 ug/L 512718 Chlorobenzene-d5 8.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 95
3 Nonane 128 C9H20 000111-84-2 90
4 Nonane 128 C9H20 000111-84-2 74
5 Octane 114 C8H18 000111-65-9 72

Abundance Scan 2517 (9.133 min): VV037510.D\data.ms (-2508) (-) m/z 42.95 100.00%
43.0 57.0

5000 85.1
71.0
‘A%ﬁ\\w\\u‘u\\p\\w
‘ ‘ ‘ 99.1 128.1 8.80 9.00 9.20 9.40
oHwW‘_m‘m‘_u”WMw_m‘ww,wwlw m/z 57.00  90.05%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
57.0 A

5000 R AL Al
29.0 8.80 9.00 9.20 9.40

71.0 850 m/z 41.00 49.76%

128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0

I AL A
57.0 8.80 9.00 9.20 9.40

5000 m/z 85.10  41.12%

29.0
71.0 85.0
aso | || eso  aemo
fo Zb 3b 4b 55 Gb 75 8b Qb léOliOléOléO
#14520: Nonane

m/z-->
Abundance
43.0 8.80 9.00 9.20 9.40
57.0 m/z 71.05 30.02%
5000
20.0 71.0 85.0
99.0
5o || L ege amo o n LS
miz--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40

SFAMVLMO82624WMA.M Fri Oct 04 00:41:01 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 (DEL) Alkane: Cyclic9.407 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
9.407 3.54 ug/L 142391  Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-1,2-Diethyl cyclopentane 126 CSH18 000932-40-1 52
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 46
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 46
4 4-Octen-3-one 126 C8H140 014129-48-7 43
5 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 43

Abundance Scan 2602 (9.407 min): VV037510.D\data.ms (-2587) (-) m/z 97.00 100.00%
97.0

55.0 '
5000

39
‘ YT‘-OH H 126.1 9.00 9.20 9.40 9.60 9.80
|

S| " ‘uUL‘\uu Ab L1423 0 ssee  79.44%

miz--> 20 40 60 100 120 140
Abundance #13265: trans-1,2- Dlethyl cyclopentane
55.0 97.0

5000 S CHL S S
70.0 9.00 9.20 9.40 9.60 9.80

39

150 || |

m/z 57.05 70.64%
\\\‘\\\\"\\\‘\\\\‘\‘\\\‘\\\\‘\\\\|\\\

m/z--> 20 40 60 80 100 120 140
Abundance #13276: 1-Ethyl-3-methylcyclohexane (c,t) M
97.0
55.0

900920940960980

‘ 126.0

126.0
O o
140 11 “bu‘ S S PR [ S
miz--> 20 40 60 80 100 120 140
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans- ERERNEEES ‘ T T T
55.0 917.0 9.00 9.20 9.40 9.60 9.80

m/z 41.00 53.76%

5000
39,0 126.0
15.0 H ‘\ H | ‘\ M‘\ 810 ‘ ‘

m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80

SFAMVLMO82624WMA.M Fri Oct 04 00:41:02 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 26
R.T. EstConc Area Relative to ISTD R.T.
9.641 5.92 ug/L 238064  Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 87
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 87
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
Abundance Scan 2675 (9.641 min): VV037510.D\data.ms (-2666) (-) m/z 57.00 100.00%
57.0
5000
41)0
113.1 = e
85.0 ‘ 121 9.50 10.00
\\\\‘\\\\‘i‘i\\“\“\‘\H}\‘M‘\\1‘\\\‘\|\\\\‘\.\\ m/Z 71.00 64.42%
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
410
5000 S -
9.50 10.00
‘ 113.0 m/z 43.80 51.41%
85.0 '
\\\\‘\\\\‘i‘{\\“\“\\H}\‘}‘\\\‘\\1\‘\\\1\-4‘2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
e —
9.50 10.00
5000 4110 m/z 41.00 36.68%
113.0
L | O - Y 1
miz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- 7 —
57.0 9.50 10.00
m/z 56.00 34.88%
5000
410
‘ 850 112.0
IR . O A} WSV |
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:02 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 18
R.T. EstConc Area Relative to ISTD R.T.
9.731 6.63 ug/L 266887 Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PP0696-29-7 49
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 49
4 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 49
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 49

Abundance Scan 2703 (9.731 min): VV037510.D\data.ms (-2687) (-) m/z 83.05 100.00%

55.0 83.0
5000
39 126.1 ), P
M ‘ 9%.0 9.50 10.00
L B \} f \‘\H\“ A \““‘ 1‘\‘\ ‘H“ — \‘\‘ 1‘\\:\1-4‘12\.2\\ m/Z 55.00 91.87%
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
5000 T ——
9.50 10.00
270 126.0 m/z 81.95 64.87%
\\\‘\H\\“H\\\“!“\‘!‘“\\[‘1\\9\8.‘0\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0
ey A
9.50 10.00
5000 ITI/Z 57 .00 63.23%
39.0 M 126.0
X0 O S N =~ E
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl- — T
83.0 9.50 10.00
55.0 m/z 41.00 62.42%
5000
126.0
29.0
"w“:‘H“‘“H“!““J‘M‘MHM‘HH_‘H‘_H = ——
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:03 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 54
R.T. EstConc Area Relative to ISTD R.T.
9.780 3.16 ug/L 127091 Chlorobenzene-d5 8.776

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 72
2 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 64
3 Heptane, 4-propyl- 142 C10H22 003178-29-8 64
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 64
5 Heptane, 4-propyl- 142 C1eH22 003178-29-8 59

Abundance Scan 2718 (9.780 min): VV037510.D\data.ms (-2712) (-) m/z 57.00 100.00%
5

1.0
5000
98.0
= —
‘ 1 9.50 10.00
SN 7/ X O N < 5 . m/z 43.00  41.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 T T
9.50 10.00
m/z 98.05 36.03%
29.0
\\\\‘\H\ \“‘\ T 1“ ’\‘W‘H??\‘Q}‘\ T \" T \‘\ ‘ T \]_\4‘2\\0\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #45505: Decane, 2,5-dimethyl-
57.0
e 2
9.50 10.00
5000 m/z 41.00  22.20%
29.0 98.0
Ll ogro | 1270 1700
e R e e
miz--> 20 40 60 80 100 120 140 160
Abundance #%?084:HeMane,41wopyL 7 —T
57.0 9.50 10.00
m/z 56.00 14.71%
5000
98.0
29.0 ‘
SRR £ S 1 N g AV S i
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:03 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 24
R.T. EstConc Area Relative to ISTD R.T.
10.018 6.10 ug/L 268400 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 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 76
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 64
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 2792 (10.018 min): VV037510.D\data.ms (-2779) (- m/z 57.00 100.00%
57.0
41 0 98.0 T T T ‘ T T T T ‘
10.00
142.1
E—— u‘lu 0, A28TET  myz 43.00 66.33%
miz-> 20 40 60 80 100 120 140
Abundance #22083: Nonane, 4-methyl-
57.0
5000 SARES :
10.00
41,0 m/z 71.00 43.85%
‘ ‘ 98.0
L \2‘3\-9‘\ \“‘\ T \H“ T \‘ \7\9‘.0\‘\ T \“‘ T \]‘-2\6\0\%4‘2\(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
R
10.00
5000 m/z 70.00 38.85%
41)0 98.0
o | | lmo | a0
miz--> 20 40 60 80 100 120 140
Abundance #22090: Octane, 2,5-dimethyl- R ‘
57.0 10.00
m/z 41.00 30.59%
5000
41)0
99.0
150 || ““ L) 830 | 126.0142.0
e e M
m/z--> 20 40 60 80 100 120 140 10.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:03 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 23
R.T. EstConc Area Relative to ISTD R.T.
10.047 6.17 ug/L 271847 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64
2 Nonane 128 C9H20 000111-84-2 59
3 Octadecane, 6-methyl- 268 C19H40 010544-96-4 53
4 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 50
5 Nonane, 2-methyl- 142 C1eH22 000871-83-0 50
Abundance Scan 2801 (10.047 min): VV037510.D\data.ms (-2797) (- m/z 43.00 100.00%
5000
T
Ll 1271 1759 2071 1000
\‘\H\HH““\\H‘H‘\‘\\‘H\\‘\\‘\H\H‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH m/z 57.06 98.08%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22098: Octane, 2,7-dimethyl-
43.0
5000 w{y\““ \
71.0 ’
990 m/z 41.00 52.90%
‘ ‘H “ I ‘ ‘ 1270
\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #14521: Nonane
43.0
T
10.00
5000 m/z 85.05 36.98%
85.0
‘ ‘ ‘ J 128.0
L Ll L i
A R RRAR A L R e A na e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 ,pA&JXA
Abundance #158606: Octadecane, 6-methyl- N B
57.0 10.00

m/z 71.05 36.53%

85.0
‘ I Hh | [113.0141.0168.0197.0  240.0268. MJ\

m/z--> 20 40 60 80 100120140160180200220240260 1000

28.0
5000

SFAMVLMO82624WMA.M Fri Oct 04 00:41:04 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 22
R.T. EstConc Area Relative to ISTD R.T.
10.285 6.29 ug/L 276706  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 Benzene, propyl- 120 C9H12 000103-65-1 83
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 2875 (10.284 min): VV037510.D\data.ms (-2866) (- m/z 90.95 100.00%
91.0
120.0 —— A
51.0 6?0 | 105.0 10.00 10.50
H‘\\\\‘\\H‘HH“‘HH“HH‘\‘\H‘H\‘MHH“\\\\‘\‘\‘\\‘H‘\‘\“HH‘HH‘\ m/Z 120.00 29.94%
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 10.56%
H‘HH‘H\‘\‘HH“HH‘HH‘\‘\H‘\H‘\‘HH‘HH‘H‘H‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10700: Benzene, propyl-
91.0 A
e —e
10.00 10.50
5000 m/z 65.00 10.09%
200 65.0 120.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10701: Benzene, propyl- P =
91.0 10.00 10.50
m/z 78.00 6.41%
5000
120.0
39.0 65.0 ‘
‘\ ‘ \‘ ‘ 10'\5.0 /\’\ e T ‘ J\'\

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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.378 26.68 ug/L 1174796 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 2904 (10.378 min): VV037510.D\data.ms (-2895) (-~ m/z 105.00 100.00%

105.0
5000
390 77‘-0 | 10.00 10.50
\\\‘\H\“‘\\“\\“\‘H\“‘\\‘}\‘HH‘\H“\\:I\_L\l‘ow.\lu‘uu‘uuz‘(\)\?-\q m/Z 120.10 30.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
10.00 10.50
m/z 90.95 12.71%
®0 LL )
e} - 1l I TR | I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
— e
10.00 10.50
5000 m/z 77.00 12.07%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl- = =
105.0 10.00 10.50
m/z 106.10 8.55%
5000 ﬁ\ﬂL
39.0 77.0
H“ﬂ‘“HWMWW‘MW‘k‘ﬁuum“W‘u“u‘W“u‘u“ — m ‘Ar
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 53
R.T. EstConc Area Relative to ISTD R.T.
10.966 3.17 ug/L 139412 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 78
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 64
3 Octane, 2,3,3-trimethyl- 156 C1l1H24 062016-30-2 59
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 59
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 53
Abundance Scan 3087 (10.966 min): VV037510.D\data.ms (-3078) (-] 57.00 100.00%
57.0
4110 85.1
5000 JbﬂLAV
100 0 O o ey
\‘\\\\“‘\\”\“ " \“11 n ‘ “‘\‘\\\\‘\‘i\‘\“\\\.\‘\ m/Z 43.09 88.91%
miz--> 20 40 60 80 100 120 140 160
Abundance #59051: Undecane, 3,4-dimethyl-
43.0
71.0
5000 T
11.00
126.0 m/z 71.00 74.47%
210 97.0
\‘\‘\\\“‘\\\“’\\H}\“‘!\\\““\\\\‘\‘\\\‘\\1\55\?\
miz--> 20 40 60 80 100 120 140 160
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0
71.0 T
11.00
5000 m/z 85.10 57.45%
27,0 ‘ | 97.0 141.0
o O T Y I
miz--> 20 40 60 80 100 120 140 160
Abundance #33098: Octane, 2,3,3-trimethyl- T
43.0 11.00
m/z 41.00 56.80%
71.0
5000
27.0
H 113.0
A L e | w0 Sl
m/z--> 20 40 60 80 100 120 140 160 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.027 3.80 ug/L 167268 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 47
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
4 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 43
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 38

Abundance Scan 3106 (11.027 min): VV037510.D\data.ms (-3100) (-  m/z 57.00 100.00%
57.0

=

5000 85.0
127.1 T
35 ‘ | 1060 || 1560 206.9 100
‘\\\\.“H\‘\‘ “\“M\‘M‘\‘\‘ﬁ”\‘\.\\“”\w\‘\i\\\\".uu‘\\u’\\.m m/Z 71.05 62.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0
5000 —— :
11.00
m/z 41.00 51.42%
113.0 141.0

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

£

Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
T \
11.00
m/z 85.00 49.17%
5000 85.0
29.0 270
L s a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74014: Tridecane, 3-methyl- T ‘
57.0 11.00
m/z 43.00 44.91%
5000
29.0
‘ ‘ 880 169.0
el L TR0 1400 T 1980 U
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 (DEL) Alkane: Cyclicl1.085 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.

11.085 3.36 ug/L 148014 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 81
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 53
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 52
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50

Abundance Scan 3124 (11.085 min): VV037510.D\data.ms (-3117) (- m/z 83.00 100.00%

83.0
55.0
5000
140.0 T 1
| H‘ | 1121 11.00
HH‘HH‘HH‘\ ‘\”H\“i‘uH“,H‘”\‘HH““HH‘HH‘HH‘HH‘H\ m/Z 55.00 72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 ——
11.00
m/z 82.00 68.45%
29.0 140.0
\\\\‘\H\\“H\\\“!“\‘}h\\“‘\\\\"1\1\:\'—;0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
N \
11.00
5000 ITI/Z 41.00 42.44%
29.0 140.0
‘Hw‘Hu‘wuN‘_‘:\um‘u,l‘l”l;?‘HWWH_WW_H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- —
83.0 11.00
55.0 m/z 69.00 30.91%
5000
29.0 139.0
b L R0 1040 2220 _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 19 p-Cymene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.124 5.16 ug/L 227291 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
2 p-Cymene 134 C1oH14 000099-87-6 93
3 p-Cymene 134 C10H14 000099-87-6 93
4 o-Cymene 134 C10H14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 3136 (11.124 min): VV037510.D\data.ms (-3130) (- m/z 119.00 100.00%
119.

0.0
5000
91.0
S —
39.0 68.0 M 46 1 11.00 11.50
el TR 1540 0 ap 05 27.86%
m/z--> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 L S
11.00 11.50
91.0 m/z 134.05 26.96%
39.0 650 4
\\\‘\‘\ T \“ o \”“\‘\ T \‘”‘ - ‘W\ \‘\w T \l\‘\G.‘ T
m/z-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0 AA
et =
11.00 11.50
5000 ITI/Z 93.00 17.71%
91.0
39.0 650 ‘
‘¥%9“"H‘HMHNJH‘M‘uw“W“dl‘}wgg“‘
m/z--> 20 40 60 80 100 120 140 M
Abundance #16995: p-Cymene T e
119.0 11.00 11.50
m/z 68.00 12.37%
5000
91.0
40 650 |4
| | i L m i LL O
R e L e B e e .
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 13.96 ug/L 614387 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Mesitylene 120 CS9H12 000108-67-8 93
Abundance Scan 3181 (11.268 min): VV037510.D\data.ms (-3174) (- m/z 105.00 100.00%
105.0
5000
71.1
43.0
‘ ‘ 156.2 11.00 11.50
e Ml Ll 1) 2R30 1562 o150 19 41.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10692: Mesitylene
105.0
5000
11.00 11.50
m/z 71.106 30.73%
51.0 77.0
\\\‘2\7\.0\\“ T \“P\““\‘\ T \‘M‘ T \‘\ T ‘M‘\ T “\.\ T ‘ T T 1T ‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene
105.0
s ]
11.00 11.50
5000 m/z 43.05 17.34%
00 )
L A Pttt i , Iy il
B B
miz--> 20 40 60 80 100 120 140 160
Abundance #10707: Benzene, 1,2,3-trimethyl- e =
105.0 11.00 11.50
m/z 57.00 12.70%
5000
30, 77.0
‘¥59‘M"M‘N§%9“Wh‘ﬂ‘whﬁ“pc““‘w“‘ o .
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 28
R.T. EstConc Area Relative to ISTD R.T.
11.307 5.67 ug/L 249777  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 94
2 Decane, 2-methyl- 156 C11H24 006975-98-0 93
3 Decane, 2-methyl- 156 C11H24 006975-98-0 90
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 3193 (11.307 min): VV037510.D\data.ms (-3188) (- m/z 57.00 100.00%
57.0

5000
85.0
112.1 r T
39/ ‘ H 141.0 11.00 11.50
\‘HH‘HH‘HHM‘H \‘”H‘\‘\i“‘\\\\‘\\\\“\\\\‘\ m/Z 43.00 95.90%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
5000 - =
85.0 11.00 11.50
29.0 ' m/z 71.05 62.45%
112.0 /
\‘\\\\‘\\\\ ‘\\‘M\‘”\\\“\\!‘\‘\\\1\4.‘1\.(\)\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33087: Decane, 2-methyl-
43.0
— s
11.00 11.50
71.0 o
5000 ITI/Z 41.00 50.62%
113.0
20 2 | | Jeso [ 0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33088: Decane, 2-methyl- “ T
43.0 11.00 11.50
m/z 85.00 35.70%
5000 71.0 kAJU\VAﬂJ&ﬂ\AﬂLWAA
113.0
m/z--> 0 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 25
R.T. EstConc Area Relative to ISTD R.T.
11.397 6.03 ug/L 265476 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 95
2 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 53
3 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 50
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 43
Abundance Scan 3221 (11.397 min): VV037510.D\data.ms (-3213) (- m/z 57.00 100.00%
57.0
5000 85.0
WUl
39 | 1090 12H7'1 legq 1100 1150
0 “““‘NH\‘JH‘wM‘WWu‘WH‘nC‘\uc“““‘}‘ m/z 71.00 64.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33085: Decane, 3-methyl-
57.0
5000 — tas
29.0 850 11.00 11.50
m/z 43.00 54.32%
126.0
\\\‘\‘\\\“‘}\\M ‘\\“}\“}‘\\\“‘\\\\‘\“\\\‘\\15\6-‘0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #45503: Decane, 2,9-dimethyl-
43.0
— s
11.00 11.50
5000 71.0 ITI/Z 85.05 44 ,99%
99.0 127.0
260 J“; ‘ “1“ - ‘ T S -2
m/z--> 20 40 60 80 100 120 140 160
Abundance #59110: Nonane, 5-(2-methylpropyl)- 3 T
57.0 11.00 11.50
m/z 41.00 40.51%
85.0
5000
29.0 126.0
o L aese | asao STV HL
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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.
11.477 6.50 ug/L 286226 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 96
2 Benzene, 1,2-diethyl- 134 C1leH14 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 93
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90

Abundance Scan 3246 (11.477 min): VV037510.D\data.ms (-3234) (- m/z 105.00 100.00%
1

05.0
5000 134.1
77.0 ‘ L
39.0 57.0 ‘ ‘ 11.50
b e I 1840 g 118 95 93.70%
m/z--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 11.50
m/z 134.05 47.54%
41.0 65.0
T ‘ \‘\‘\ \“‘\ \“\ T “\‘\ T \“‘ T \‘}‘\ ‘H‘\ \‘i“l T \l\‘\G.‘O\ T
mfz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 M
AN AL
11.50
5000 ITI/Z 91.00 28.57%
91.0
39.0 65.0
150 (T Ll 10
m/z--> 20 40 60 80 100 120 140
Abundance #17030: Benzene, 1,3-diethyl- T
105.0 11.50
m/z 117.00 17.78%
134.0
5000
270 . 77.0 ‘
G PrvtOVER TN YN N
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 24 Benzene, 1,2-diethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
11.677 3.41 ug/L 150059 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87

Abundance Scan 3308 (11.677 min): VV037510.D\data.ms (-3299) (- m/z 105.00 100.00%

105.0
5000 134.0
77.0
58.0 154.0 11.50 12.00
36 i 1840 h; 118,95 80.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
11.50 12.00
77.0 m/z 134.00 41.78%
39.0 ‘
\1\5‘\-(‘)\‘\‘\ \"‘\ \‘Ez-ﬂ‘\‘\ \“\H‘ T \‘ “\ “‘\‘\ \‘}‘} T \‘\ ‘ LI ‘ T T
miz--> 20 40 60 80 100 120 140 160
Abundance #17032: Benzene, 1,2-diethyl-
119.0 \
T Py
11.50 12.00
5000 ITI/Z 91.00 34.34%
91.0
39.0 65.0
£ Wi T O
m/z--> 20 40 60 80 100 120 140 160
Abundance #17031: Benzene, 1,4-diethyl- M e
119.0 11.50 12.00
m/z 117.00  23.48%
5000
91.0
Tl 0
L, | | | Ly i |
R A B S B
m/z--> 20 60 80 100 120 140 160 11.50 12.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:08 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 15
R.T. EstConc Area Relative to ISTD R.T.

11.722 8.43 ug/L 371148 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 90
4 Undecane 156 C11H24 001120-21-4 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 3322 (11.722 min): VV037510.D\data.ms (-3315) (- m/z 57.00 100.00%
57.0

5000
85.0
S —
39|10 11.50 12.00
" 1131 1371562 n/z 43.00  77.99%
\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . . (]
m/z--> 20 40 60 80 100 120 140 160
Abundance #33079: Undecane
57.0
5000 s I
85.0 11.50 12.00
29.0 m/z 71.00 48.13%
Ll | o o
\\\‘\\\\"\M‘\\}\“\‘\\\‘\\}\‘\‘\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance #33080: Undecane
57.0
T —
11.50 12.00
5000 m/z 41.00 41.37%
85.0
29.0
R O
L miin L 1L L
H“““, e
miz--> 60 80 100 120 140 160
Abundance #33077: Undecane — —
57.0 11.50 12.00
m/z 85.00 31.93%
5000
85.0
29.0
\ | 113.0 156.0
H\‘\M\\, ‘\\1wl\\NH\mM‘\u\\w\\l‘\\u — —T—
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 26 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.844 9.11 ug/L 401243 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 95
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3360 (11.844 min): VV037510.D\data.ms (-3351) (-~  m/z 119.05 100.00%
119.1
5000
1.
39.0 65.0 ’ ‘ ° 11.50 12.00
\‘HH‘\H\“HH“\”\"W‘\‘\ \‘M“\‘\‘\\“}“\\“\““\HM\‘:!-\5\3\.9\\\‘\\\50\\7;(; m/Z 134.00 32.54%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T I — JU
11.50 12.00
910 m/z 91.00 16.60%
120 M85 1 )
1T L | " i
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
— —
11.50 12.00
5000 m/z 105.00 12.17%
91.0
“‘%ﬁf?‘héﬁd?ﬂh?ﬁﬂéﬂu“L‘N“‘Hw“uh“"w“““““u“
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 11.50 12.00
m/z 77.00 10.21%
5000
91.0
1?'0 \ 39\\'0 20 I ‘
NN A PR PRI 1
R o A T B o P o
m/z--> 0 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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 14
R.T. EstConc Area Relative to ISTD R.T.
11.873 8.89 ug/L 391220 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, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 3369 (11.873 min): VV037510.D\data.ms (-3365) (-  m/z 119.00 100.00%

119.0
5000
510 91"0 11.50 12.00
b b 288 2000 /s 134,00 28.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000
11.50 12.00
91.0 m/z 91.0  14.61%
BT
L {FT! M o L n
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
P r
11.50 12.00
5000 m/z 117.05 9.29%
91.0
0 L R
m/z--> 20 40 60 80 100 120 140 160 180 200 jWJ\Jk\ﬁva
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- T e B
119.0 11.50 12.00
m/z 115.00 7.83%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:09 2024 Page: 29



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 28 Benzene, 1-methyl-3-(1-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.947 10.83 ug/L 476764  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C10H14 000527-84-4 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 95

Abundance Scan 3392 (11.947 min): VV037510.D\data.ms (-3378) (- m/z 119.10 100.00%
1

119.
5000
39.0 57.1 91‘.0 \ 1£72 161.1 12.00
b b e bl L 1802 I6LL s 134,00 27.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16997: o-Cymene
119.0
5000 12.00
91.0 m/z 91.00 14.94%
4o m0 ]
| [T} m W i L, I
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16996: o-Cymene
119.0
e
12.00
5000 ITI/Z 120.05 10.08%
91.0
50 39\'\0 o0 ) ‘
Lol m . L | I
T T I B e e B
m/z--> 20 40 60 80 100 120 140 160 /&
Abundance #16998: o-Cymene ‘/\ T A
119.0 12.00
m/z 77.00 9.74%
5000
91.0
4%0 650‘ Il
. . | T I 1 m | I
TSI B e B RN A —
m/z--> 20 40 60 80 100 120 140 160 12.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:09 2024

Page:

30



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 30 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
12.246 4.25 ug/L 187271 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94

Abundance Scan 3485 (12.246 min): VV037510.D\data.ms (-3477) (- m/z 119.00 100.00%

119.0
5000
91.0

12.00 12.50
39.0 64.9
‘_“w‘H‘_‘uwuuﬂ_‘Lwﬂuﬂk‘nﬁ4ﬁ?_‘u‘u‘%9§€ m/z 134.00  28.25%
miz--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-

119.0

5000 LA ST
12.00 12.50

m/z 90.95 16.11%

91.0
\‘\%?\?\‘\:\3\9“‘\()\‘\\6‘?.\(\)\‘\\‘\\‘\\\}‘}\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0

12.00 12.50
5000 m/z 105.00 9.76%
91.0
39.0 65.0 ‘ ‘
P a0 N |
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0o-Cymene
119.0 12.00 12.50

m/z 119.95 9.70%

5000
41.0 50 ‘ }\
65.0
Rt DR /\/\ ‘ AJ&J\

m/z--> 0 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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 31 (DEL) Alkane: Cyclicl2.304 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
12.304 3.80 ug/L 167484 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2-Methylbutyl)cyclohexane 154 C11H22 054105-77-0 50
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
4 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 46
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 45

Abundance Scan 3503 (12.304 min): VV037510.D\data.ms (-3495) (- m/z 83.00 100.00%

83.0
55.0
5000 105.0
148.1 - i
| H | 070 12.00 12.50
\M\‘h\"‘\”“\‘\‘i‘\\‘H‘HH‘HH‘H.\\ m/Z 55.00 81.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31452: (2-Methylbutyl)cyclohexane
55.0 83.0
5000 “ ——
125.0 12.00 12.50
29.0 m/z 82.00 62.15%
‘ ‘ | 154.0
\\\‘\Hi\‘”\\\ \\H‘H\\l‘\\\\’\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
— —
12.00 12.50
5000 ITI/Z 41.00 54.09%
29.0 ‘ 154.0
SN o 0 T OO VSO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl- — T
83.0 12.00 12.50
m/z 104.95 47.23%
55.0
5000
29.0 154.0
SN - — S VA
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 32 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
12.349 4.05 ug/L 178445 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 76
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 76
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 76
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 76

Abundance Scan 3517 (12.349 min): VV037510.D\data.ms (-3510) (-  m/z 119.00 100.00%
119.0

5000

3

57.0
85.0 — o
39 ‘ ‘ ‘ 411 170.1 12.00 12.50
H\‘\\H“‘i\‘\‘u“\h\‘{\‘”‘\\1\‘“\“\“‘\\\\‘\.\H‘\H.\‘ m/Z 134.05 58.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.00 12.50
91.0 m/z 57.05 39.13%
39.0
\1\5\'0‘\‘\ T \“‘\ \“\‘\?‘Si‘“\()\ \““ T \‘i T “i‘\ \Nl T \‘\ ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
— ——
12.00 12.50
5000 m/z 43.00 33.98%
91.0
15.0 | 39,0 Ly 65\0 I ‘ I H‘ |
s e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- “ ——
119.0 12.00 12.50
m/z 71.10 28.21%
5000
91.0
410 650 ul
- | | m ul In
R e B e B — ——
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 33 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.397 6.45 ug/L 284168 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, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94

Abundance Scan 3532 (12.397 min): VV037510.D\data.ms (-3525) (-  m/z 119.05 100.00%

119.1
5000
56.0 T =
H \H ‘ 91‘-0 1520 12.00 12.50
el il L L OED 18502069y 0 134 05 44.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 = =y
12.00 12.50
91.0 m/z 56.00 18.30%
41.0 63.0 ‘
\\\‘\‘\\\“\\w‘\“}‘\\\M‘\\\\‘w‘\}w\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
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
5000 ITI/Z 71.00 16.56%
0
39.0 65.0
;\5\'9\\\\“\\‘h“\“u\““\H\“1‘”‘1“\H‘\WHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- — ——
119.0 12.00 12.50
m/z 57.00  15.85%
5000
390 91.0
Y 65.0
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 37 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.815 9.85 ug/L 433728 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 60
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 46
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 46
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 42
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 41
Abundance Scan 3662 (12.815 min): VV037510.D\data.ms (-3655) (- m/z 117.00 100.00%
117.0
57.0
5000
85.0 = LA
12.50 13.00
170.1
89, AL 2069 47 119.05  96.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y7.0
5000 — LA
91.0 12.50 13.00
51.0 m/z 57.00 75.35%
270 " ‘ ‘
\\\‘\\\\‘\\‘U\““U\\H\‘\\f\“H\\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
— ——
12.50 13.00
5000 91.0 m/z 134.00 70.34%
51.0
270‘
— “H‘mw“ Jw‘:‘m m“u_mwH_m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- s I
117.0 12.50 13.00
m/z 43.00 62.39%
5000
91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

SFAMVLMO82624WMA.M Fri Oct 04 00:41:11 2024 Page: 35



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 40 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.204 6.58 ug/L 289496 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 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55
5 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 50
Abundance Scan 3783 (13.204 min): VV037510.D\data.ms (-3772) (-~ m/z 145.00 100.00%
145.0
- /\/\AJ\AAMJJ&
seo o0 M SNENINLIIING
‘ | ‘ 179.9 13.00 1350
SN N NN LA W “M il m/z 133.05  67.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2- d|methyl- (E)-
45.0
5000 M )
13.00 13.50
010 m/z 160.10  38.78%
50 390 65.0 ‘ ‘115.0
\\\‘\‘\‘\\“‘\\‘\‘\‘\\\\“\\\\“‘H\\ \\“u‘\\\“‘\\\\‘\\\
miz--> 20 60 80 100 120 140 160 180
Abundance #36236 Benzene, 1-(2-butenyl)-2 3—d|methyl—
45.0 A
S AL NIV SRV
13.00 13.50
5000 m/z 131.00 35.49%
105.0
39.0 77.0 ‘ ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl- e 5
145.0 13.00 13.50
m/z 91.00 30.29%
5000
91.0 1150
39.0 ‘
£ e e N T S o R
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 41 5-Nonanone, 2,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.317 17.30 ug/L 761485 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 55
3 2-Undecanone 170 C11H220 000112-12-9 53
4 2-Undecanone 170 C11H220 000112-12-9 53
5 2-Nonanone 142 C9H180 000821-55-6 53

Abundance Scan 3818 (13.317 min): VV037510.D\data.ms (-3808) (-  m/z 57.95 100.00%

58.0
81.0
5000
114.1 13bd iéSd
. 170.1 : :
38 L 1480 T 2068 4300 92.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45409: 5-Nonanone, 2,8-dimethyl-
43.0
5000 et =
81.0 13.00 13.50
m/z 81.00 71.45%
.0 H ‘\‘ m | 11\4D 179'0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45408: 5-Nonanone, 2,8-dimethyl-
58.0
81.0
— ="
13.00 13.50
5000 m/Z 99.00 41.59%
O O v
Ll T Ml L
L AR e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45376: 2-Undecanone = ==
43.0 13.00 13.50
m/z 71.05 41.54%
5000
71.0
180]| || Jl g 120 1410 1700 S I W
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 42 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.352  32.36 ug/L 1424640  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 59
2 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 38
3 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 28
4 Octane, 2,2-dimethyl- 142 C1eH22 015869-87-1 28
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 16

Abundance Scan 3829 (13.352 min): VV037510.D\data.ms (-3823) (- m/z 56.00 100.00%

56.0
5000
35 0 1111 LS —_—
‘ 1451 1992 13.00 13.50
SRR ‘“1‘uu;h“"_‘Mw’l“??l‘_ww m/z 57.00  51.24%
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 = A
13.00 13.50
29.0 111.0 m/z 69.00 35.55%
145.0
85 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59094: Decane, 2,2,6-trimethyl-
57.0
= T
13.00 13.50
5000 ITI/Z 71.00 35.26%
290 ‘ L0 170 1ge0
Voo e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25581: 1,3-Pentanediol, 2,2,4-trimethyl- = .
56.0 13.00 13.50
m/z 41.00 30.76%
5000
85.0
2?‘0“ Ll ‘ ‘ 1140 1450
A e A RRRRREEE = —
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

13.548 5.51 ug/L 242580 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 43
2 2-Fluorobenzoic acid. undecyl ester 294 C18H27F02 1000282-96-3 40
3 1-(1-Butoxypropan-2-yloxy)propan... 272 C15H2804 1000367-11-0 38
4 6-Fluoronicotinic acid 141 C6H4AFNO2 000403-45-2 38
5 2-Fluorobenzoic acid, 6-chlorohe... 258 C13H16C1lF02 1000331-02-9 38

Abundance Scan 3890 (13.548 min): VV037510.D\data.ms (-3881) (- m/z 141.00 100.00%
14

1.0
5000 55.0
104.0 R ‘
13.50
. 1799 S m/z 55.00 51.34%
miz--> 50 100 150 200 250
Abundance #21774: 3-Methyl-thiophene-2-carboxamide
141.0
5000 -
13.50
m/z 57.00 42.06%
9?0 ‘ |
| I I
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #191689: 2-Fluorobenzoic acid. undecyl ester
141.0
1 \
13.50
5000 m/z 56.00 41.78%
95.0
StV W -1 I
miz--> 50 100 150 200 250
Abundance #163448: 1-(1-Butoxypropan-2-yloxy)propan-2-yl 2-methy
141.0 13.50
83.0 m/z 41.00 38.26%
5000
41.0 ‘
S I B o
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\

Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

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

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA.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 unknown-02

Concentration Rank 41

R.T. EstConc Area Relative to ISTD R.T.
13.754 3.56 ug/L 156571 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylpent-2-en-1-0l 114 C7H140 1000195-06-9 49
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 47
3 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 43
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 43
5 2,4,4-Trimethyl-1-hexene 126 CSH18 051174-12-0 43

Abundance Scan 3954 (13.754 min): VV037510.D\data.ms (-3944) (-

m/z 43.00 100.00%

430 71.0
5000
1121 oo A
91. ‘ “ H1570 180.1 13.50 14.00 )
el oy m/z 71.05 87.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8571 3,4-Dimethylpent-2-en-1-ol
71.0
5000 43.0 e =
13.50 14.00
m/z 55.00 48.43%
‘ “ 114.0
\\\‘\“‘\\“\\\‘U‘\‘\w\“\\\}.“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13218: 2,4,4-Trimethyl-1-hexene
43.0 71.0
— —
13.50 14.00
5000 m/z 70.00  43.85%
97.0
e bl L1280
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13226: 1-Hexene, 3,4,5-trimethyl- —— —
43.0 13.50 14.00
71.0 m/z 41.00 40.53%
5000
A
e e arrrarr sl L
m/z--> 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.828 3.44 ug/L 151660 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 42
2 5-Methyl-5-propylimidazolidine-2... 184 C9H16N202 883457-07-6 38
3 Nonanohydrazide 172 C9H20N20 003338-51-0 38
4 Decane 142 C1eH22 000124-18-5 30
5 Decane 142 C1OH22 000124-18-5 30

Abundance Scan 3977 (13.828 min): VV037510.D\data.ms (-3967) (- m/z 141.20 100.00%
57.0

141.2
5000
85.0
Lol e
H . 1821 e 13.50 14.00
\H‘H\M‘M‘\ u‘r‘f‘H‘Lr‘v—ﬁ‘H'v‘—rrv—rr‘rrv‘rv—rrrrrrv—rrﬂ‘Tr m/Z 57 .00 99.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22069: Decane
43.0
5000 L SIS
710 13.50 14.00
m/z 41.00 68.24%
e, o
Il I .
T T T T [T T T T T T T T T T T T T T [T I T
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #59627: 5-Methyl-5-propylimidazolidine-2,4-dione, N,N'-d
141.0

3

— —
56.0 13.50 14.00
5000 m/z 55.00 65.72%

3

e e T e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48138: Nonanohydrazide T T
32.0 13.50 14.00
m/z 43.00 63.75%
71.0
h | W
oo | 1720 WNYLEIS
m/z--> 20 40 60 80 100120140160 180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.902  27.07 ug/L 1191600 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 96
2 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 95
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 94

Abundance Scan 4000 (13.902 min): VV037510.D\data.ms (-3991) (- m/z 145.00 100.00%

145.0
5000
— A
39.0 77.0 10T0‘ m 13.50 14.00
o"WHJ‘ummm‘_mmm“_ il 01,1802 2070 160 05 48.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 — S
13.50 14.00
115.0 m/z 127.95 20.11%
91.0 ‘
39.0
\]-\5\‘0\\\\“‘\\‘\‘\6"‘5}‘\(\)\“\\\\‘\\\\“i\ \\“h‘\f\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
P e
13.50 14.00
5000 ITI/Z 129.95 19.32%
80 \ I
"w‘Hm‘umwmJH_“H_MMW |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- e P
145.0 13.50 14.00
m/z 129.00 16.86%
5000
105.0
390 770 ‘ ‘
ST O N VRN | 8
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92524\
Data File : VV@37510.D
Acqg On : 25 Sep 2024 10:02
Operator : SY/MD
Sample : P4024-05MEDL 20X
Misc : 10.12G/5mL/100ul /5mL/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 47 unknown-@3 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.956 3.49 ug/L 153737 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 45
2 Neopentyl glycol 104 C5H1202 000126-30-7 40
3 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 40
4 Heptane, 4-methylene- 112 C8H16 015918-08-8 37
5 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 37
Abundance Scan 4017 (13.956 min): VV037510.D\data.ms (-4011) (- m/z 56.00 100.00%
56.0
- MM
nl o ys7a DU
‘ h 1991 14.00
SNMSUNEUN | . X hmqw«uw‘H“m“_“w“w‘u“_“‘ m/z 55.00  77.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
568.0
5000 1
14.00
29.0 111.0 m/z 73.00 71.94%
145.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5361: Neopentyl glycol
56.0
-
14.00
5000 m/z 69.00 53.47%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans- —
56.0 14.00
m/z 41.00 33.64%
- JWAM/%
L ‘\‘ 95.0 1280
e e e e e e P
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\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 unknown-04 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.030 4.60 ug/L 202431 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 45
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 43
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 41
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 38
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38

Abundance Scan 4040 (14.030 min): VV037510.D\data.ms (-4028) (- m/z 131.00 100.00%
57.0 131.0

5000 88.1

=

T \
14.00
160.1 ¢
RAR \“‘ ‘L \”\“ “‘ ‘\“H\HL\‘”M“\h‘\‘ ‘\ man i”! ‘\ ' \”N\ T (AERRRERRERRRREERER \2‘\6§.\‘ m/Z 57.00 95.76%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0

118.0

=

5000 T T

14.00
91.0 m/z 145.05  73.59%

39.0 ‘ ‘
[P PTTI T h\ M \”\

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

—

1 T
14.00

5000 m/z 146.00  50.25%

91.0

39.0

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

—

Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- P ‘
146.0 14.00
m/z 41.00 46.02%
5000 115.0
85.0
51.0 ‘ ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 (DEL) Alkane: Cyclic14.130 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
14.130 5.76 ug/L 253391 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 47
2 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 47
3 Neopentyl glycol 104 C5H1202 000126-30-7 38
4 Undecanol-4 172 C11H240 004272-06-4 32
5 Cyclooctane, ethyl- 140 C10H20 013152-02-8 25

Abundance Scan 4071 (14.130 min): VV037510.D\data.ms (-4063) (- m/z 56.00 100.00%

56.0
5000
1111
157.1 s AL =
14.00 14.50
1.0 ‘ 199.2
\\\‘\\\\““!‘\\h ‘\“1 ‘\”‘W\\‘\‘M‘M\‘}\‘\I\T?\)ﬂ..|8\‘\\\“\\1\7\8‘.\2\\\“\\ m/Z 55.00 87.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3806: Cyclopentane, 1,1-dimethyl-
56.0
5000 T —
83.0 14.00 14.50
27.0 m/z 69.00 78.42%
‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5023: 1-Pentanol, 3-methyl-
56.0
— —
14.00 14.50
5000 m/z 73.00 74.64%
29.0
‘ 84.0
\H‘\‘i‘u‘i‘}“u“ ‘H‘H‘!\H‘\H\‘HH,HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5363: Neopentyl glycol e =
56.0 14.00 14.50
m/z 41.00 46.84%
5000
31.0
NmES
Ll |
T T e e T T T T T T T —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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-05 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.207 4.04 ug/L 178041 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Amino-2-fluorophenol, methyl e... 141 C7H8FNO 064465-53-8 47
2 3-Fluoroisonicotinic acid 141 C6H4AFNO2 000393-53-3 47
3 4-(p-Chlorophenyl)-5,5-dimethyl-... 335 C18H22C1NO3 1000101-49-5 43
4 2-Propanone, dibutylhydrazone 184 C11H24N2 067660-52-0 42
5 2,4-Difluorobenzoic acid, 6-trid... 340 C20H30F202 1000338-57-1 42

Abundance Scan 4095 (14.207 min): VV037510.D\data.ms (-4088) (- m/z 141.05 100.00%

1411 j\R
5000
55.0 A‘K‘ | ﬁ |

M ‘99.0 14.00 14.50
il
o

uuhﬂ:,‘¥§23““‘ e m/z 55.00  35.94%

Mz 50 100 150 200 250 300
Abundance #21919: 5-Amino-2-fluorophenol, methyl ether
141.0
98.0
5000 — il
14.00 14.50
m/z 41.00 34.42%
51.0
L\S.\Q\ 4+ i““\“” ‘\”“\‘H’ }H‘V\ Ly e O Bt B
Mize> 50 100 150 200 250 300
Abundance #21735: 3-Fluoroisonicotinic acid
141.0
— T —
14.00 14.50
5000 m/Z 57 .00 31.54%
96.0
50.0 ‘
Miz-> 50 100 150 200 250 300

Abundance #242681: 4-(p-Chlorophenyl)-5,5-dimethyl-6-(N-morpholir —— ——
141.0 14.00 14.50
m/z 69.00 28.31%

5000

-

410 830 ‘
bl o “\ wl ) “ J 223.0 292.0 335.(

7 ‘
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 51 Naphthalene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.564 7.30 ug/L 321459 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4206 (14.564 min): VV037510.D\data.ms (-4192) (- m/z 142.00 100.00%

14p.0 ‘
5000
115.0

14 50
39.0 63.0 89.0
e e ML 16101823 0 49 5 85.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 k T
115.0 14 50

m/z 114.95 31.65%
510 "0 910 | |
’\\\\’\\f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0

14 50

5000 m/z 139.05 10.65%
115.0
300 290 890
R L B B e R R
m/z--> 20 40 60 80 100 120 140 160 180

Abundance #22142: Naphthalene, 1-methyl- A ofpore= P Pt el

142.0 14.50

m/z 143.00 10.42%

5000 115.0
63.0 890
390”\\\ T H N/f\‘f'\‘/\‘m‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 34
R.T. EstConc Area Relative to ISTD R.T.

14.751 4.06 ug/L 178816 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 95
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 95
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 95
4 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 94

Abundance Scan 4264 (14.751 min): VV037510.D\data.ms (-4256) (- m/z 142.05 100.00%

14p.1
5000
— —_
63.0 11ﬂ0 14.50 15.00
e bt 17412160 2808011 g5 93.37%
miz—> 20 40 60 80 100120140160 180200220 240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000

— —_
14.50 15.00
m/z 115.00  36.08%
39.0 710 1130

PR N 0 |
’\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22144: Naphthalene, 1-methyl-
142.0

N

= s
14.50 15.00
5000 m/z 110.95 15.10%

710
39.0 \w\“ I 113.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene T —
141.0 14.50 15.00

m/z 143.05 12.69%

~

5000

.

63.0
A P S

T =
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 53 Naphthalene, 1,6-dimethyl- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.

15.599 3.29 ug/L 144715 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4528 (15.599 min): VV037510.D\data.ms (-4520) (-  m/z 156.10 100.00%
1

156.
5000

L
00 160 128. e ’ 15.50 16.00
' i8S 28T myz 141.00  65.41%
miz--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0
5000 —— :
15.50 16.00

m/z 155.10  36.75%

77.0 115.0
390, | | I
\\\‘\\\\"\\‘\\‘W\‘\‘l“\\\\‘\\\\‘\‘1‘\\“‘\\‘1"\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
A /\‘v\

L — L 7

15.50 16.00
5000 m/z 128.00 14.05%
115.0
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #33156: Naphthalene, 1,7-dimethyl- T —
156.0 15.50 16.00

m/z 157.05 13.43%

5000
770 1150
39.0 , | e AN

T
m/z--> 20 40 60 80 100120140160180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.779 34.00 ug/L 1496920 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 80
2 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 72
3 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 53
4 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 53
5 Octane, 2,6-dimethyl- 142 C1OH22 002051-30-1 52

Abundance Scan 4584 (15.779 min): VV037510.D\data.ms (-4565) (-  m/z 56.95 100.00%

57.0
5000
112.1
‘ ‘ ‘ 156.17g5 1 1550 16.00
o‘_m\hm_wlwlm‘HMm“uHw‘,‘HWwuwwﬁ‘??‘?m m/z 71.60  83.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107226: Decane, 5,6-dipropyl-
57.0
5000
112.0 15 50 16 00
m/z 112.10 35.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59106: Nonane, 4-methyl-5-propyl-
57.0
15 50 16.00
112.0
O bl 910 a
‘_H‘_HW‘HWH‘WHH‘HH_‘H“H‘_HW‘HWH‘WHH,HHV‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0 15 50 16 00
m/z 41.00 31.70%
5000
27.0
99.0
H L) \‘ [T -

m/z--> 20 40 60 80 100120140160180200220240260280 15 50 16 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 9-Methyl-S-octahydroanthracene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.214 17.01 ug/L 748725 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 53
21,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 49
3 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 49
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 47
5 Methyl 2-diethylamino-3-methyl-b... 185 C10H19NO2 075122-81-5 47

Abundance Scan 4719 (16.213 min): VV037510.D\data.ms (-4709) (- m/z 185.10 100.00%

185.1
5000
155.1
115. 16 OO 16 50
390 770
Al 25302820 176 10 s3.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000 L S | NS
16.00 16. 50
143.0 m/z 200.1 29.90%
410 910 ‘ | |
H\‘\H\“‘H‘\M\“\‘\‘\U’M‘\‘H‘H\\’\‘!‘H‘”1‘\N\“‘\\‘\\’\‘\H“‘H\\‘\H\‘H\\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0 /L
A
16.00 16 50
5000 m/z 155.05  20.93%
143.0
miz--> 20 40 60 80 100120140160180200220240260280 h M
Abundance #76013: Silane, trimethyl-2-naphthalenyl- ——
185.0 16.00 16. 50
m/z 186.10 15.22%
5000
93.0 155.0
et 280 e b L A
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

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

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA.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 56 3,4-Dimethyl(1H)pyrrole, 2-...

Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
16.667 3.85 ug/L 169533  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2
-Methyl-S-octahydroanthracene 200 C15H20
thyl 2-diethylamino-3-methyl-b... 185 C1@H19NO2
»2,3,4,5,6,7,8-0Octahydro-1-meth... 200 C15H20
alpha -Corocalene 200 C15H20

Abundance Scan 4860 (16.667 min): VV037510.D\data.ms (-4851) (-
185.1

5000

1280
1569

MLl Hm “ M‘\ m \ N 218.1

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

Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0

389

5000

92.0

L L Ll pll Al mni
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000
143.0

40 eso 100
TR T . P Y N

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

Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0

126.0
87.0

5000

065539-79-9 58
004948-51-0 50
075122-81-5 49
1000080-19-4 46
020129-39-9 46

m/z 185.05 100.00%

—Te —
16.50 17.00
m/z 170.10 78.64%

16.50 17.00
m/z 200.10 34.99%

16.50 17.00
m/z 128.00  28.60%

T ™
16.50 17.00
m/z 156.95 24.12%

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100ul /5mL/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 57 unknown-06 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.853 14.81 ug/L 651989 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 46
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 45
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 45

m/z 185.10 100.00%

Abundance Scan 4918 (16.853 min): VV037510.D\data.ms (-4907) (-
1

85.1
5000
155.1 . —
115. 16.50 17.00
390 77.0 m
S ey ‘ﬂ‘ L A 12210 28LE /7 170.05  78.71%
miz--> 50 100 150 200 250
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 = —
16.50 17.00
m/z 200.10  29.75%
128.0
T \\39\.0“ \”7\6”-\9\ T \‘\‘h\ i “W\“ L B B B B B
miz--> 50 100 150 200 250
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0 Jk
AN
16.50 17.00
5000 ITI/Z 155.05 23.91%
128.0
o0 760 PO
miz--> 50 100 150 200 250
Abundance #45539: Naphthalene, 2,3,6-trimethyl- — s
170.0 16.50 17.00
m/z 186.10  15.91%
5000 /{
128.0
a0 680 il sl
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37510.D

Acqg On : 25 Sep 2024 10:02

Operator : SY/MD

Sample : P4024-05MEDL 20X

Misc : 10.12G/5mL/100uL/5mL/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... 2.876 3.3 ug/L 105619 1 5.526 1618180 50.0
Butanal 3.606 7.4 ug/L 239229 1 5.526 1618180 50.0
(DEL) Alkane: S.. 8.596 3.3 ug/L 132039 2 8.776 2012150 50.0
(DEL) Alkane: S.. 8.719 3.2 ug/L 129287 2 8.776 2012150 50.0
(DEL) Alkane: S.. 9.133 12.7 ug/L 512718 2 8.776 2012150 50.0
(DEL) Alkane: C.. 9.407 3.5 ug/L 142391 2 8.776 2012150 50.0
(DEL) Alkane: S.. 9.641 5.9 ug/L 238064 2 8.776 2012150 50.0
(DEL) Alkane: C.. 9.731 6.6 ug/L 266887 2 8.776 2012150 50.0
(DEL) Alkane: S.. 9.780 3.2 ug/L 127091 2 8.776 2012150 50.0
(DEL) Alkane: S... 10.018 6.1 ug/L 268400 3 11.178 2201280 50.0
(DEL) Alkane: S... 10.047 6.2 ug/L 271847 3 11.178 2201280 50.0
Benzene, propyl- 10.285 6.3 ug/L 276706 3 11.178 2201280 50.0
Benzene, 1l-ethy... 10.378 26.7 ug/L 1174790 3 11.178 2201280 50.0
(DEL) Alkane: S... 10.966 3.2 ug/L 139412 3 11.178 2201280 50.0
(DEL) Alkane: S... 11.027 3.8 ug/L 167268 3 11.178 2201280 50.0
(DEL) Alkane: C... 11.085 3.4 ug/L 148014 3 11.178 2201280 50.0
p-Cymene 11.124 5.2 ug/L 227291 3 11.178 2201280 50.0
Benzene, 1,2,3-... 11.268 14.0 ug/L 614387 3 11.178 2201280 50.0
(DEL) Alkane: S... 11.307 5.7 wug/L 249777 3 11.178 2201280 50.0
(DEL) Alkane: S... 11.397 6.0 ug/L 265476 3 11.178 2201280 50.0
Benzene, 1,4-di... 11.477 6.5 ug/L 286226 3 11.178 2201280 50.0
Benzene, 1,2-di... 11.677 3.4 ug/L 150059 3 11.178 2201280 50.0
(DEL) Alkane: S... 11.722 8.4 ug/L 371148 3 11.178 2201280 50.0
Benzene, 2-ethy... 11.844 9.1 ug/L 401243 3 11.178 2201280 50.0
o-Cymene 11.873 8.9 ug/L 391220 3 11.178 2201280 50.0
Benzene, 1-meth... 11.947 10.8 ug/L 476764 3 11.178 2201280 50.0
Benzene, 2-ethy... 12.246 4.3 ug/L 187271 3 11.178 2201280 50.0
(DEL) Alkane: C... 12.304 3.8 ug/L 167484 3 11.178 2201280 50.0
Benzene, 1,2,4,... 12.349 4.0 ug/L 178445 3 11.178 2201280 50.0
Benzene, 1,2,3,... 12.397 6.5 ug/L 284168 3 11.178 2201280 50.0
Benzene, 2-ethe... 12.815 9.8 ug/L 433728 3 11.178 2201280 50.0
Benzene, 4-(2-b... 13.204 6.6 ug/L 289496 3 11.178 2201280 50.0
5-Nonanone, 2,8... 13.317 17.3 ug/L 761485 3 11.178 2201280 50.0
2,4-Dipropyl-5-... 13.352 32.4 ug/L 1424640 3 11.178 2201280 50.0
unknown-01 13.548 5.5 ug/L 242580 3 11.178 2201280 50.0
unknown-02 13.754 3.6 ug/L 156571 3 11.178 2201280 50.0
(DEL) Alkane: S... 13.828 3.4 ug/L 151660 3 11.178 2201280 50.0
Benzene, 1,3,5-... 13.902 27.1 ug/L 1191600 3 11.178 2201280 50.0
unknown-03 13.956 3.5 ug/L 153737 3 11.178 2201280 50.0
unknown-04 14.030 4.6 ug/L 202431 3 11.178 2201280 50.0
(DEL) Alkane: C... 14.130 5.8 ug/L 253391 3 11.178 2201280 50.0
unknown-05 14.207 4.0 ug/L 178041 3 11.178 2201280 50.0
Naphthalene, 2-... 14.564 7.3 ug/L 321459 3 11.178 2201280 50.0
Naphthalene, 1-... 14.751 4.1 ug/L 178816 3 11.178 2201280 50.0
Naphthalene, 1,... 15.599 3.3 ug/L 144715 3 11.178 2201280 50.0
(DEL) Alkane: S... 15.779 34.0 ug/L 1496920 3 11.178 2201280 50.0
9-Methyl-S-octa... 16.214 17.0 ug/L 748725 3 11.178 2201280 50.0
3,4-Dimethyl(1H... 16.667 3.9 ug/L 169533 3 11.178 2201280 50.0
unknown-06 16.853 14.8 ug/L 651989 3 11.178 2201280 50.0
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