LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37484.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.047 300 313 326 rBv2 837798 1341670 6.12% 0.332%
2 2.876 557 571 585 rBV 745668 1542598 7.04% 0.381%
3 3.600 783 796 815 rBV 1309393 3246767 14.81% 0.803%
4 4.240 975 995 1019 rBV 488075 1244687 5.68% 0.308%
5 4.944 1197 1214 1233 rBV2 1225123 3048888 13.91% 0.754%
6 5.040 1233 1244 1266 rVB2 300603 826714 3.77%  0.204%
7 5.526 1383 1395 1427 rBV 885174 1856948 8.47% 0.459%
8 5.886 1499 1507 1525 rBV 538121 1196877 5.46% 0.296%
9 5.979 1526 1536 1553 rVB 661505 1301931 5.94% 0.322%
106 6.905 1815 1824 1845 rVV 381809 734761  3.35% 0.182%
11  7.236 1916 1927 1946 rVV 1395869 2411269 11.00% 0.596%
12 7.548 2016 2024 2061 rVB2 261893 662298 3.02% 0.164%
13 8.021 2150 2171 2191 rBV2 602043 1306718 5.96% 0.323%
14 8.500 2308 2320 2333 rBV4 410432 1063564 4.85% 0.263%
15 8.596 2340 2350 2363 rVB2 1538773 2566010 11.71% 0.635%
16 8.719 2374 2388 2397 rBV 1466451 2381826 10.87% 0.589%
17 8.776 2397 2406 2417 rBV 1340856 2176916 9.93% 0.538%
18 8.940 2441 2457 2467 rBvV2 286985 686528 3.13% 0.170%
19 9.030 2468 2485 2489 rVV3 624012 1295929 5.91% 0.320%
20 9.069 2489 2497 2508 rVV2 1453381 3388407 15.46% ©0.838%
21  9.133 2508 2517 2542 rVB 5763951 9073506 41.39% @ 2.244%
22 9.403 2586 2601 2617 rVV5 1223674 2507838 11.44% 0.620%
23 9.509 2628 2634 2646 rVB 602334 967484 4.41% 0.239%
24  9.641 2667 2675 2685 rVV2 2557713 3990581 18.20% 0.987%
25 9.731 2686 2703 2712 rVV5 2026222 4607703 21.02% 1.139%
26 9.780 2712 2718 2729 rVV 1358418 2200287 10.04% 0.544%
27 9.860 2730 2743 2750 rVV2 924023 1724162 7.87% 0.426%
28 9.905 2751 2757 2763 rVV3 470119 684111 3.12% 0.169%
29 9.950 2763 2771 2778 rVV3 967303 1557946 7.11% 0.385%
30 10.017 2779 2792 2797 rVV2 2509775 5050237 23.04% 1.249%

31 10.050 2797 2802 2814 rVB 3251115 4532215 20.67%
32 10.149 2816 2833 2849 rBV4 4067162 8082089 36.87%
33 10.281 2863 2874 2882 rBV 1994811 3322743 15.16%
34 10.378 2894 2904 2918 rBV 7063617 14703048 67.07%
35 10.442 2918 2924 2926 rVV 2079696 2557175 11.67%
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N
N
R

36 10.471 2927 2933 2939 rVV 5238586 8108745 36.99%  2.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 10.513 2939 2946 2965 rVB 8908794 13828683 63.08% 3.420%
38 10.667 2967 2994 3001 rBV2 1894275 4396540 20.06% 1.087%
39 10.706 3002 3006 3014 rVB3 806131 1030941 4.70% 0.255%
40 10.770 3018 3026 3031 rBv4 774954 1096949 5.00% 0.271%
41 10.812 3031 3039 3042 rBV 2978658 3750448 17.11% 0.927%
42 10.844 3043 3049 3061 rVB 9960210 14172370 64.65% 3.505%
43 10.966 3077 3087 3095 rBV6 1186507 2600645 11.86% 0.643%
44 11.088 3117 3125 3130 rBV4 1654797 2562199 11.69% 0.634%
45 11.124 3131 3136 3144 rVV2 2285820 3566776 16.27% 0.882%
46 11.175 3146 3152 3160 rVV2 2440385 3745247 17.08% 0.926%
47 11.230 3161 3169 3174 rVV2 2176158 3465811 15.81% ©0.857%
48 11.268 3174 3181 3188 rVV2 5316644 8131751 37.09% 2.011%
49 11.307 3188 3193 3202 rVB 2364979 3131186 14.28% 0.774%
50 11.397 3214 3221 3232 rVB2 2536126 3658803 16.69% 0.905%
51 11.477 3233 3246 3250 rVV4 2654157 4804546 21.92% 1.188%
52 11.506 3251 3255 3262 rVV 3131884 4392760 20.04% 1.086%
53 11.567 3263 3274 3289 rVB6 5134921 12376259 56.46% 3.060%
54 11.677 3299 3308 3314 rBV2 1354272 2302674 10.50% ©0.569%
55 11.725 3315 3323 3327 rBV 3335695 4679844 21.35% 1.157%
56 11.844 3351 3360 3364 rBV 3764228 5538919 25.27% 1.370%
57 11.873 3365 3369 3377 rVB 4051296 5128410 23.39% 1.268%
58 11.947 3378 3392 3411 rVB2 3310419 6734455 30.72% 1.665%
59 12.046 3412 3423 3429 rBV3 966230 2236854 10.20% 0.553%
60 12.191 3455 3468 3475 rBV8 1089257 2308007 10.53% 0.571%
61 12.246 3477 3485 3494 rVB2 1691074 2883795 13.16% 0.713%
62 12.307 3494 3504 3510 rBV5 1519944 2797769 12.76% 0.692%
63 12.345 3511 3516 3524 rVB4 1405217 1962911 8.95% 0.485%
64 12.397 3524 3532 3540 rBV 3061263 4276716 19.51% 1.058%
65 12.484 3551 3559 3566 rBV2 1577866 2312739 10.55% 0.572%
66 12.728 3626 3635 3643 rBV4 1200346 1953394 8.91% 0.483%
67 12.779 3643 3651 3654 rVV2 1273128 1925493 8.78% 0.476%
68 12.812 3655 3661 3672 rVV3 2633797 5512972 25.15% 1.363%
69 12.869 3673 3679 3688 rVvV3 2162186 3767223 17.19% 0.932%
70 12.918 3688 3694 3704 rVV2 896435 1651681 7.53% 0.408%
71 12.976 3705 3712 3720 rVV3 922238 1687310 7.70% 0.417%
72 13.024 3721 3727 3740 rVB2 1119773 1759989 8.03% 0.435%
73 13.114 3741 3755 3772 rVB6 1142723 3024125 13.80% 0.748%
74 13.204 3772 3783 3797 rBV5 2590654 5024085 22.92% @ 1.242%
75 13.316 3808 3818 3823 rBV 9029636 13163125 60.05%  3.255%

76 13.355 3823 3830 3847 rVB5 10851008 21921576 100.00% 5.421%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO82624WMA .M
Title : VOC Analysis

77 13.474 3862 3867 3877 rVB3 548508 708069  3.23% 0.175%
78 13.551 3880 3891 3898 rBv4 1993829 3309550 15.10% ©0.818%
79 13.677 3920 3930 3942 rVB4 1265349 3016602 13.76% 0.746%
80 13.750 3943 3953 3963 rBV3 2112899 3306713 15.08% ©0.818%

81 13.821 3966 3975 3989 rBV5 1102522 2238577 10.21% ©.554%
82 13.905 3991 4001 4010 rBV 13030370 18763767 85.59% 4.640%
83 13.959 4010 4018 4027 rVB 3632877 5370220 24.50% 1.328%

84 14.033 4027 4041 4048 rBV5 1440642 3181352 14.51% 0.787%
85 14.072 4049 4053 4062 rVB2 705259 959329 4.38% 0.237%
86 14.130 4062 4071 4079 rBV 4304298 6429792 29.33% 1.590%
87 14.207 4089 4095 4110 rVB3 1514402 2500663 11.41% 0.618%
88 14.561 4191 4205 4213 rBV 3182816 6273964 28.62% 1.551%
89 14.599 4213 4217 4234 rVB5 1151261 2031848 9.27% 0.502%
90 14.696 4240 4247 4254 rBV4 588135 936122 4.27% 0.231%
91 14.744 4255 4262 4277 rVB2 1668827 2764785 12.61% 0.684%
92 15.484 4485 4492 4499 rBV 624245 888458 4.05% 0.220%
93 15.596 4518 4527 4546 rVB 1781560 3246223 14.81% 0.803%
94 15.741 4564 4572 4575 rBV 1984813 2671470 12.19% 0.661%
95 15.773 4575 4582 4595 rVB4 5147902 9063291 41.34%  2.241%
96 16.213 4709 4719 4731 rVB 7439144 10903919 49.74%  2.696%
97 16.284 4733 4741 4756 rVB4 992175 1718718 7.84%  0.425%
98 16.541 4814 4821 4835 rVB4 809548 1411636 6.44%  ©.349%
99 16.667 4850 4860 4866 rBV3 1022858 1773820 8.09% 0.439%
100 16.853 4908 4918 4928 rVV 5143602 7709380 35.17% 1.906%

Sum of corrected areas: 404395424
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

Abundance TIC: VV037484.D\data.ms
1.2e+07
le+07
8000000
6000000
4000000

2000000 3.600 4.944
2.047 2.876 4.240 040

0\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ (L L L L I L L L LB B B B L B A

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV037484.D\data.ms

5526 g #sg79

1.2e+07
10.844

le+07
8000000

6000000 9.133

4000000

2000000 7.236 8.58F 196 9.0
6.905 8.021 s.icﬁ f\ )
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV037484.D\data.ms
13.905

1.2e+07 13.355

1le+07 13.316

8000000 16.213

6000000 15.773 16.853

1

4000000 14.561

13.5513.750 14.744 15.54571#1

1 wa mg 667

T ‘ T T T T T T T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

2000000 5 4&PH

T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 1 Propanal, 2-methyl- Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
2.876  41.54 ug/L 1542600 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanal, 2-methyl- 72 C4H80 000078-84-2 91
2 Propanal, 2-methyl- 72 C4H80 000078-84-2 90
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 86
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 78
5 Isobutylene epoxide 72 C4H80 000558-30-5 53
Abundance Scan 571 (2.876 min): VV037484.D\data.ms (-557) (-) m/z 42.95 100.00%
43.0
72.0
5000
o ARERE AR R
2.60 2.80 3.00 3.20
ol il 1048 1447 1790 /7 a1.00  79.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #785: Propanal, 2-methyl-
43.0
5000 72.0 T T T T T T T T T T T
2.60 2.80 3.00 3.20
m/z 71.95 56.20%
O\\\\’\ \\m"}\\‘\"\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #788: Propanal, 2-methyl-
43.0
A RAREE e R R
2.60 2.80 3.00 3.20
5000 720 m/z 39.00  28.54%
150\“ \“\ | L
0ttt e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #782: Propanal, 2-methyl- R NN AR
43.0 2.60 2.80 3.00 3.20
m/z 42.00 9.47%
72.0
5000
015-?M,,, S
m/z--> 20 40 60 80 100 120 140 160 180 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 2 Butanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.600 87.42 ug/L 3246770  1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 CAH80 000123-72-8 83
4 Butanal 72 C4H80 000123-72-8 83
5 Butanal 72 C4H80 000123-72-8 74
Abundance Scan 796 (3.600 min): VV037484.D\data.ms (-783) (-) m/z 44.00 100.00%
44.0
72.0
5000
57.0
REREEE R R
37 ‘ 3.20 3.40 3.60 3.80 4.00
O e st e M/Z0 43.08 90..87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #739: Butanal
44.0
72.0
29.0
5000 IR RN RN R R
57.0 3.20 3.40 3.60 3.80 4.00
m/z 72.00 78.56%
15\0 “ 37\1\‘ | 1 i
O \‘HH‘HH‘HH‘HH‘\ H‘HH‘HH‘H ‘\\\\iH{\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #737: Butanal
27.0 44.0
Ramas s AR R
720 3.20 3.40 3.60 3.80 4.00
5000 m/z 41.00 78.21%
15.0 57.0
L
O brprrrrprrrr e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #738: Butanal T
27.0 44.0 3.20 3.40 3.60 3.80 4.00
m/z 39.00 39.82%
72.0
5000
57.0
15.0 ‘ . ‘
o‘wmwuﬂuuwmﬂ‘WMHPWML;Huwmwuwuuwuﬁmwuuwuw‘ e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
8.500 24.43 ug/L 1063560 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 78
2 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
4 1-Octene, 4-methyl- 126 C9H18 013151-12-7 62
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 59
Abundance Scan 2320 (8.500 min): VV037484.D\data.ms (-2308) (-) m/z 43.00 100.00%
43.0
84.0
5000
R ERARNEEE
M H 1111 8.20 8.40 8.60 8.80
Ob bl L1691 2070y, g4 05 59.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14554: Heptane, 2,3-dimethyl-
43.0
5000
84.0 8.20 8.40 8.60 8.80
m/z 85.10 42.46%
0 \\\‘\H\\““{\\‘!“\\h‘\\‘\\\\‘\\f\]‘-\z\g\-\o‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
S L Hamartae ]
8.20 8.40 8.60 8.80
m/z 41.00 35.80%
5000 84.0 /
osou AL L amo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14553: Heptane, 2,3-dimethyl- R AREEEEESEEEE]
43.0 8.20 8.40 8.60 8.80
m/z 69.00 24.32%
5000
84.0
Ok L 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
8.596 58.94 ug/L 2566010  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 80
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 2-Methylpentyl formate 130 C7H1402 381670-34-4 59
4 Octane, 2-methyl- 128 C9H20 003221-61-2 53
5 Octane 114 C8H18 000111-65-9 53

Abundance Scan 2350 (8.596 min): VV037484.D\data.ms (-2340) (-) m/z 43.00 100.00%

43.0
5000 71.1

‘ | | 1131 8.20 8.40 8.60 8.80 9.00
L) b 2071 w7 57.00  51.449
el e 2070 4%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl-
43.0

5000 T P e
8.20 8.40 8.60 8.80 9.00
71.0

m/z 71.10  45.22%

Lt o
\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14531: Octane, 2-methyl-
43.0

8.20 8.40 8.60 8.80 9.00

o

o

5000 m/z 41.00 37.77%
71.0
L
o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15409: 2-Methylpentyl formate R RARRERS
43.0 8.20 8.40 8.60 8.80 9.00

m/z 85.10  34.35%

71.0
5000
0 Wl ‘\ 101.0

m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
8.719 54.71 ug/L 2381830 Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Octane, 3-methyl- 128 C9H20 002216-33-3 91
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
5 Octane, 3-methyl- 128 C9H20 002216-33-3 74
Abundance Scan 2388 (8.719 min): VV037484.D\data.ms (-2374) (-) m/z 57.00 100.00%
57.0
5000
41.0
98.0 L e RAEREREEeN
‘ ‘ 711 ‘ 1261 8.40 8.60 8.80 9.00
O rreerrer oMl el e 3128 41 00 27.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14528: Octane, 3-methyl-
57.0
5000 8.40 8.60 8.80 9.00
43.0 408. . -
m/z 43.00 26.17%
29 0 71.0 98.0
0 ‘ i 113.0128.0
H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14537: Octane, 3-methyl-
o
RS
8.40 8.60 8.80 9.00
m/z 56.00 22.53%
5000 43.0
29.0
98.0
71.0
R O s
H‘HH‘HH‘H‘WH‘w‘Hw‘uw‘H‘_H‘_H‘_‘HV‘H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0 8.40 8.60 8.80 9.00
m/z 98.05 18.81%
5000
43.0
29.0 71.0 99.0
0150 | ‘ ./ 850 | 113.0128.0
P e e e e e e e e AAREEREEEEEE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:20 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.133 208.40 ug/L 9073510  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 95
2 Nonane 128 C9H20 000111-84-2 95
3 Nonane 128 C9H20 000111-84-2 91
4 Nonane 128 C9H20 000111-84-2 87
5 Octane 114 C8H18 000111-65-9 72

Abundance Scan 2517 (9.133 min): VV037484.D\data.ms (-2508) (-) m/z 43.00 100.00%

43.0
i

| uﬂmu) 1281 8‘809‘009‘209’40 |
Ob el I BTR AL 1616 yp 57,08 95.13%
miz—-> 20 40 60 80 100 120 140 160
Abundance #14523: Nonane A
43.0
5000 w”w”w””v”w

8.80 9.00 9.20 9.40
m/z 41.00 47.42%

L 85.0
O L ’2\6}[ T \“‘} T \H“ T \“\ T ‘ 1‘\ T \“‘ L ‘]-\2}8.\0\ ‘ L ’ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #14521: Nonane

43.0

8.80 9.00 9.20 9.40

5000 m z 85.05 40.41%
128.0
oeﬁ«LﬁD,
m/z--> 20 40 60 80 100 120 140 160
Abundance #14520: Nonane H“‘H“‘H“HfAﬁﬁ?ﬁ
43.0 8.80 9.00 9.20 9.40

m/z 71.05  29.26%

5000
85.0
260 | Le70 128.0

m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40

SFAMVLMO82624WMA.M Tue Sep 24 17:50:22 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

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

sk 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 10 (DEL) Alkane: Cyclic9.403 Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
9.403 57.60 ug/L 2507840  Chlorobenzene-d5 8.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl-, 126 CSH18 004923-78-8 70
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 62
3 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1010309-21-6 58
4 4-Octen-3-one 126 C8H140 014129-48-7 52
5 Cyclohexane, 1-ethyl-4-methyl-, . 126 C9H18 006236-88-0 52
Abundance Scan 2601 (9.403 min): VV037484.D\data.ms (-2586) (-) m/z 97.10 100.00%
97.1
55.0
5000
39
‘ ‘ 12‘6'1 1422 9.00 9.20 9.40 9.60 9.80
om_m;‘m‘mn‘mw“‘m‘_m_u”_m m/z 55.00  78.13%
m/z--> 20 40 60 100 120 140
Abundance #13288:Cydohexane,1-eﬂwh24neﬂwh,nans
55.0 97.0
5000 I L AL B
9.00 9.20 9.40 9.60 9.80
3900 ‘ 1o 126.0 m/z 57.05 65.04%
O\1\5\.0‘\‘}‘\\‘iH\\‘\‘!’\H\\“‘\\\\“\\‘\\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
550 97.0
e R
9.00 9.20 9.40 9.60 9.80
5000 m/z 43.00 59.19%
39‘0 | 7#0 ‘ 126.0
ol il e T
m/iz--> 20 40 60 80 100 120 140
Abundance #150332: Sulfurous acid, cyclohexylmethyl hexyl ester ‘H“““‘,H““““u
97.0 9.00 9.20 9.40 9.60 9.80
m/z 41.00 46.62%
55.0
5000
29.0 ‘ 810
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60 9.80

SFAMVLMO82624WMA.M Tue Sep 24 17:50:23 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV@92324\
VV037484.D

: 23 Sep 2024 15:55

: SY/MD

. P4024-05ME 2X

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

:1 Sample Multiplier: 1

Quant Title : VOC Analysis

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.641 91.66 ug/L 3990580 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 91
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 91
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
Abundance Scan 2675 (9.641 min): VV037484.D\data.ms (-2667) (-) m/z 57.00 100.00%
57.0
5000
41,0
1131 T T T T T T
85.0 142.2 9.50 10.00
ot el L 2852 sz 71,10 65.93%
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 Y Sy
41lo 9.50 10.00
m/z 43.00 50.02%
113.0
miz-> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
R =
a1l 9.50 10.00
5000 m/z 41.00 35.09%
85.0 113.0
ol 280 L B a0
m/iz--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl- T —
57.0 9.50 10.00
m/z 56.00 33.61%
5000
41.0
112.0
ol 200 B0 T rouzo UV |
m/z--> 20 40 60 80 100 120 140 9.50 10.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:25 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic9.731 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.731 105.83 ug/L 4607700  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 49
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 49
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 49
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 41

Abundance Scan 2703 (9.731 min): VV037484.D\data.ms (-2686) (-) m/z 83.10 100.00%

58.0 83.1
5000
39 126.1

g?l 9.50 10.00
[

R JJ“W“ s 1421 s, 55,00 95.50%

Ll
el
m/z--> 20 40 60 80 100 120 140
Abundance #13203: Cyclohexane, propyl-
83.0
55.0

5000 - —

m/z 57.00 68.79%

3900 126.0
O T T ‘ T H T " H\ T \“!‘ ‘ T ‘H‘\ T “‘ 1 T \‘ ‘ L ‘ \‘\ L ‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0

—
9.50 10.00

5000 ITI/Z 41.00 66.01%
27.0 126.0
[ T 1 I 1080 | i
mlz--> 20 40 60 80 100 120 140
Abundance #13196: Cyclohexane, propyl- T T
55.0 83.0 9.50 10.00

m/z 82.00 62.63%

5000
390 126.0
150 || ‘N 1l M\ |

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.780 50.54 ug/L 2200290  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 50
3 Ether, tert-butyl isopropylidene... 154 C10H180 024524-56-9 45
4 Nonane, 2,2,4,4,6,8,8-heptamethyl- 226 C16H34 004390-04-9 38
5 Octane, 3-methyl- 128 C9H20 002216-33-3 38
Abundance Scan 2718 (9.780 min): VV037484.D\data.ms (-2712) (-) m/z 57.00 100.00%
57.0
—T— —
39‘ 9.50 10.00
Obrril i 4790 | 1150 1422 0T us 00 41.05%
miz--> 20 40 60 80 100 120 140 160
Abundance #22102: Octane, 2,3-dimethyl-
57.0
5000 i R
98.0 9.50 10.00
29.0 ' m/z 98.10 40.34%
o H Il 770 ‘\ 125.0142.0
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45497: Undecane, 6-methyl-
57.0
= T
9.50 10.00
5000 m/z 41.00 23.46%
29 0 98.0
0 ‘ 4810 | 126.0 152.0170.0
_“““‘ B e
miz--> 60 80 100 120 140 160
Abundance  #31198: Ether, tert-butyl isopropylidenecyclopropyl 7 —
57.0 9.50 10.00
m/z 56.00 13.47%
5000 98.0
29.0
81.0
m/z--> 80 100 120 140 160 9.50 10.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:28 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
9.950  35.78 ug/L 1557950  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 50
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 47

4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 47
5 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 47

Abundance Scan 2771 (9.950 min): VV037484.D\data.ms (-2763) (-) m/z 57.00 100.00%

57.0
98.1
——
bl | e
ol 288 7O A28 e m/z 43.00  63.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 1
10.00
m/z 41.00 31.86%
29.0 112.0
O TTTT ‘ \‘\‘\ \"“\ T \‘!“ T \“i \8“5N'\0\ \“‘ T \‘\ ‘ T }\4.‘1\.9\ T ‘]_\6\9\.(\)‘ T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
—
10.00
5000 m/z 98.10 26.05%
98.0
29.0 ‘
Obr b 7O L as20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33101: Octane, 2,4,6-trimethyl- T
57.0 10.00
m/z 71.05 25.40%
5000
85.0
29.0 ‘ ‘ ‘
O b 1270 1560 gAY
m/z--> 20 40 60 80 100 120 140 160 180 10.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:30 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.018 67.42 ug/L 5050240 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 91
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 83
3 Nonane, 4-methyl- 142 C10H22 017301-94-9 80
4 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 64
5 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
Abundance Scan 2792 (10.017 min): VV037484.D\data.ms (-2779) (- | m/z 57.00 100.00%
57.0
98.1 JIVRN
‘ 10.00
142.2
o"‘_“AM‘Wu‘u"H‘ﬂ_"w“u‘uw“w“_“EQF% m/z 43.00  61.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22083: Nonane, 4-methyl-
57.0
5000 A :
10.00
290‘ 98.0 m/z 71.10 42.17%
O\\\‘\‘}‘\\“‘\\\h“\\‘\\‘!‘\\\h‘\\\\‘\\}ﬁz\.\q\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22082: Nonane, 4-methyl-
57.0
T \
10.00
5000 m/z 70.05 38.60%
98.0
29.0
‘ ‘ ‘ ‘ 142.0
0“w‘LHUMnM_Jm‘JH‘_‘ww‘m‘ﬂu‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl- T ‘
57.0 10.00
m/z 41.00 29.16%
5000
98.0
29.0
L e
0l b e e e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:32 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.050 60.51 ug/L 4532220 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 64
2 Nonane 128 C9H20 000111-84-2 59
3 Nonane, 2-methyl- 142 C1leH22 000871-83-0 59
4 Decane 142 C1eH22 000124-18-5 59
5 Decane, 5-methyl- 156 C11H24 013151-35-4 53
Abundance Scan 2802 (10.050 min): VV037484.D\data.ms (-2797) (- m/z 57.00 100.00%
57.0
10.00 |
127.1 :
o"‘_““s‘JuNL‘wm‘m_‘uwuhu“w“w“_“EQF% m/z 43.00 97.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14521: Nonane
43.0
5000 SARNS :
10.00
85.0 m/z 41.00 51.60%
L, o
0\\\‘\1\\i}\\\“\\‘\\‘f‘\\f“‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14520: Nonane
43.0
T \
10.00
5000 ITI/Z 71.10 41.58%
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22074: Nonane, 2-methyl- 4
43.0 10.00
m/z 85.10 40.03%
5000
71.0
98.0
e B R R AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 17 Benzene, propyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.281 44.36 ug/L 3322740  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 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
Abundance Scan 2874 (10.281 min): VV037484.D\data.ms (-2863) (- m/z 91.00 100.00%
91.0
120.1 —— r—
39.0 65.0 | 206.9 10.00 10.50
O R o A RN RN e o m/z 120.05 22.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.00  10.59%
390 650
0\\\‘\‘\\\“‘\\“\\“\‘\\\“‘\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Benzene, propyl-
91.0
— A
10.00 10.50
5000 ITI/Z 65.00 10.42%
120.0
39.0 65.0
] B Y O N SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10700: Benzene, propyl- P T
91.0 10.00 10.50
m/z 77.95 6.38%
5000
200 65.0 120.0
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\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 18 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.378 196.29 ug/L 14703000 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 95
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 94
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 2904 (10.378 min): VV037484.D\data.ms (-2894) (- m/z 105.00 100.00%
105.0
5000 /\J\
— A
390 5 7.0 10.00 10.50
Ol L9 W) 1401 1692 o156 10 36.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 f\ﬂL
5000 — AUV A
10.00 10.50
m/z 91.00 12.51%
77.0
39.0
0 \\1\8.‘0\‘\ H“‘\ \‘\5\9“-9\ T \m‘ T \M T “1‘\ \‘\““\ LI L N B
miz--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
— e
10.00 10.50
5000 m/z 77.00 12.05%
39.0 77.0
0““‘M““‘ﬂﬁ%g“$H‘““Hh‘uw“u““““‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl- — =
105.0 10.00 10.50
m/z 106.05 8.99%
5000
77.0
YL BT I Y Y —
m/z--> 20 40 60 80 100 120 140 160 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 Benzene, 1l-ethyl-2-methyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
10.667 58.69 ug/L 4396540 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 89
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87

Abundance Scan 2994 (10.667 min): VV037484.D\data.ms (-2967) (- m/z 105.00 100.00%
105.0 A
5000
550 (/0 J 401 10.50 11.00
o380 Ll M Lyl 12201400 106 10 20.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
10.50 11.00
m/z 77.00 12.60%
39.0 77.0 J
Ot T \‘\ T \“‘\ 1“1‘5\?’.9\\ T \““ T \‘1 T “1‘\ \;]\-“2\.(\)\ L B B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
10.50 11.00
5000 ITI/Z 91.00 12.37%
77.0
olaso 320 500 i | 220
m/z--> 20 40 60 80 100 120 140 160
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0 10.50 11.00
m/z 78.95 10.00%
5000
79.0
mo ™0
Y S VNOVINN L N VY M AN ANL WV
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
10.770 14.64 ug/L 1096950 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 58
2 Decane, 5-methyl- 156 C11H24 013151-35-4 58
3 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 53
4 Nonane, 2,5-dimethyl- 156 C1l1H24 017302-27-1 52
5 2,2,6,6-Tetramethylheptane 156 C11H24 040117-45-1 50

Abundance Scan 3026 (10.770 min): VV037484.D\data.ms (-3018) (- m/z 57.00 100.00%
57.0

P e
10.50 11.00

‘ | 1271 156.2 227.C

o"_‘H\MmW_"wwu‘_“W‘H‘_“u‘u‘_“w‘u“u“ m/z 43.00 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14568: Hexane, 2,3,5-trimethyl-
43.0
5000 TSRS M
85.0 10.50 11.00

m/z 85.05 49.92%

1’128-0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33084: Decane, 5-methyl-
57.0

== T
10.50 11.00

5000 m/z 41.00 32.64%

290 85.0
H_L\HH\« Lo | lu20  1seo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59104:

: Decane, 3-ethyl-3-methyl- T N
57.0 85.0 10.50 11.00
m/z 71.10  28.42%

5000
280 155.0
0 ‘H Ll ‘\ H I ‘ 113.0

‘ o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
10.966  34.72 ug/L 2600650 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 (C25H52 000629-99-2 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 86
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 80
5 Hexacosane 366 C26H54 000630-01-3 78
Abundance Scan 3087 (10.966 min): VV037484.D\data.ms (-3077) (- m/z 57.00 100.00%
57.0
- M
M
‘ 11.00
oH‘L“M““““”‘#49‘1‘m_m_m_m,”” m/z 43.00 84.07%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 T
11.00
m/z 71.05 73.35%
T 00050 ses0 320
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
s
11.00
5000 m/z 85.10 52.62%
9.0
ol50 | ||| 141:018302250267.03090 80
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #59051: Undecane, 3,4-dimethyl- M
43.0 11.00
m/z 41.00 49.25%
5.0
5000
126.0
ol X VL
m/z--> 50 100 150 200 250 300 350 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 23 (DEL) Alkane: Cyclic11.088 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.088 34.21 ug/L 2562200 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 64
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 64
Abundance Scan 3125 (11.088 min): VV037484.D\data.ms (-3117) (- m/z 83.05 100.00%
3.0
55.0
5000
140.1 =T \
11.00
1111 ‘
oww‘i”m b 02l 2070 /7 55,00 71.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 — :
11.00
29.0 140.0 m/z 82.05 64.44%
O\\\‘\H\\‘i”\\\M“\“\“\\“1\\\“:L\]\-:\L.\O’\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20678: Cyclohexane, butyl-
83.0
55.0 R [
11.00
5000 m/z 41.00 39.32%
29.0 140.0
ool b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl- T
83.0 11.00
m/z 69.00  31.96%
55.0
5000
29.0 140.0
U0 ) OO A .
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 24 p-Cymene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
11.124  47.62 ug/L 3566780 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 o-Cymene 134 CleH14 000527-84-4 93
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 3136 (11.124 min): VV037484.D\data.ms (-3131) (- m/z 119.05 100.00%
119.1
5000
91.0
39.0 GYH.O\ ‘ | ‘ 11.00 11.50
Ol g Ml 3542 225C s 9100 29.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16994: p-Cymene
119.0
5000
91.0 11.00 11.50
' m/z 134.05 27.75%
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16995: p-Cymene
A
11.00 11.50
5000 m/z 93.00 21.16%
91.0
40650 | I
0 vvpeedb e e e el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- = =
119.0 11.00 11.50
m/z 68.00 17.51%
5000
91.0
oliso MO0 | o) s I\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.230  46.27 ug/L 3465810 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-methyl- 156 C11H24 013151-35-4 87
2 Decane, 5-methyl- 156 C11H24 013151-35-4 81
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 53
4 Hexane, 2,2,3,3-tetramethyl- 142 C1eH22 013475-81-5 50
5 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 49

Abundance Scan 3169 (11.230 min): VV037484.D\data.ms (-3161) (- m/z 57.00 100.00%

57.0
5000 851
T

H ‘ ‘1121 156.2 11.00 11.50
1 ‘,‘H‘ﬂ“w“u‘H“_“W‘E?%¥‘W‘H??§? m/z 43.00  67.99%

Baams
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33091: Decane, 5-methyl-

57.0

50001 29.0 e -
85.0 11.00 11.50

m/z 85.10 37.74%

Lol azosso
‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33084: Decane, 5-methyl-
57.0
1

o

o

11.00 11.50
5000 m/z 41.00 31.00%
290 85.0
ol ool i L 1120 1560
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14535: Heptane, 4-ethyl- — 7
43.0 11.00 11.50

m/z 84.10  26.14%

5000
85.0
| M L ‘ h 1280 ‘

O b Al e T e E— -
miz--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 26 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.268 108.56 ug/L 8131750 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 89
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 76
5 Mesitylene 120 CS9H12 000108-67-8 76
Abundance Scan 3181 (11.268 min): VV037484.D\data.ms (-3174) (- m/z 105.00 100.00%
105.0
5000
71.1
4‘7'0 11.00 11.50
Ob ek Ll 156.2182.1 22510 106 10 42.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0
5000 — }\ —r
11.00 11.50
m/z 71.10 29.96%
51.0 77.0
0 \\\‘2\7\.\0\“\\“P\H“\‘\\\‘H‘\\‘\\‘M\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
s =
11.00 11.50
5000 m/z 43.00 15.04%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10707: Benzene, 1,2,3-trimethyl- . —
105.0 11.00 11.50
m/z 77.00 12.32%
5000
] 77.0
0:‘L?"?“m““H“M“M“HM‘HL“Uu‘u“‘mWme‘mwm‘m = =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.307 41.80 ug/L 31311960 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 91
2 Decane, 2-methyl- 156 C11H24 006975-98-0 74
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 59
5 Octadecane 254 C18H38 000593-45-3 59
Abundance Scan 3193 (11.307 min): VV037484.D\data.ms (-3188) (- m/z 57.00 100.00%
57.0
5000
84 m
112.1 M L
H H 141.2 11.00 11.50
bl TTE1650 2071 s 43,00 94.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #33087: Decane, 2-methyl-
43.0
71.0
5000 — i
11.00 11.50
m/z 71.10 65.06%
L0 o
O \‘.\\\\‘\}\\‘}\\\“\\H\‘w\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #33083: Decane, 2-methyl-
57.0
— o
11.00 11.50
5000 m/z 41.00 44 .64%
29.0 85.0
112.0
] s
Ot mwu‘M‘ﬂuuhu‘w‘u‘p‘u‘u‘w‘u‘_‘u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #45487: Undecane, 2-methyl- “ —
43.0 11.00 11.50
m/z 85.10 36.87%
71.0
5000
99.0 127.0
155.0
o"“1‘5‘-9‘“‘m“:”‘lm‘m‘u“_Hu_wmmw‘w_m a LSUS
m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 28 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.397 48.85 ug/L 3658800 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3-methyl- 156 C11H24 013151-34-3 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 91
3 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 52
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 49

Abundance Scan 3221 (11.397 min): VV037484.D\data.ms (-3214) (- m/z 57.00 100.00%
57.0

-

5000 85.1
126.1 r T
H 156.2 11.00 11.50
Ol bk 2022071 sy 71010 67.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33092: Decane, 3-methyl-
57.0
5000 — s
29.0 85.0 11.00 11.50

m/z 43.00 53.96%

127.0
\\\‘\‘\\\“‘\\\“‘\‘\M\‘H\\\\H‘\\\\‘\H\\\‘\]\-?\6‘.\0\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33085: Decane, 3-methyl-
57.0

T
11.00 11.50

o

5000 85.0 m/z 85.10 44.71%
29.0
126.0
PN P T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33106: Octane, 5-ethyl-2-methyl- — T
43.0 11.00 11.50

m/z 41.00 42.46%

71.0
5000
‘ 127.0
0L 980 T 1560

S A B T 2 —

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 29 Benzene, 1,4-diethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.477 64.14 ug/L 4804550 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 3246 (11.477 min): VV037484.D\data.ms (-3233) (- m/z 105.00 100.00%
105.0
5000 134.0
57.0 A
‘ T
$ ?O ‘ ‘ 11.50
ob 358 Lyt L ML 1660 2069 ;119,10 91.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 11.50
m/z 134.00 43.91%
41.0 650‘ ‘
O \\\‘\‘\\\‘\\\\‘\\\\“‘\\\\““\\‘\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
11.50
5000 m/z 57.05 27.54%
91.0
65.0
B ET1 T I A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl- =
119.0 11.50
m/z 91.00 26.00%
5000
91.0
39.0 650‘ ‘
X O I v Y ) O A L
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.725 62.48 ug/L 4679840 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Undecane 156 C11H24 001120-21-4 94
3 Undecane 156 C11H24 001120-21-4 91
4 Undecane 156 C11H24 001120-21-4 90
5 Decane 142 C1OH22 000124-18-5 90

Abundance Scan 3323 (11.725 min): VV037484.D\data.ms (-3315) (- m/z 57.00 100.00%
57.

0
5000
85.1

11.50 12.00
1131 1562 207.1

0 H"H‘Jﬁ‘uh‘ﬂm‘wu“H“Wu‘w“w,‘u“w“_“‘ m/z 43.00 78.61%

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

5000 o= A
11.50 12.00

’ m/z 71.10 51.62%
J I

29.0
\\\‘\‘\‘\\“‘}\\H\“\\“}\‘\\\\‘}\J-E.’o\‘\\\’\]\-\5}6’.(\)\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0

T T
11.50 12.00

o

5000 m/z 41.00 37.31%
85.0
29.0
ey 1130 1560
0‘“_LH‘1&”_41W$HJ\HUW‘M‘,H‘M“H‘H“_‘H

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33078: Undecane 7 —

43.0 11.50 12.00

m/z 85.10  32.04%

5000 710
\‘ L ‘\ 99.0 127.0 156.0

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 32 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.844  73.95 ug/L 5538920 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3360 (11.844 min): VV037484.D\data.ms (-3351) (- m/z 119.10 100.00%
119.1
5000 ﬂ
90 11.50 12.00
39.0 65.0 : :
o] BRSO “”‘m‘m“l‘u Wod 194L 2072 nyz 134,05  31.52%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
11.50 12.00
91.00 17.56%
39.0 65.0 91.0 m/z
0 \‘\]\-\4.‘\.‘0\‘\\\““\\‘M‘\‘M.\\\‘H‘H‘H“}“\\m‘l\\\”\‘HH‘HH’HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
r— —
11.50 12.00
5000 m/z 105.00 13.84%
91.0
39.0 65.0‘ ‘ ‘
0 WmmH‘w‘:u“‘;‘H;”‘w:u“‘lu“:H,Hmwu_m,uwuwuu
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 11.50 12.00
m/z 120.05 9.70%
5000
39.0 650 91.0
0 ‘2"‘0“‘““"““H‘;M‘w‘m“”‘H‘H“:‘m‘:“‘,mh‘HH‘HH,HHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 33 Benzene, 1-methyl-3-(1-meth... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.873  68.47 ug/L 5128410 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 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
4 p-Cymene 134 C1eH14 000099-87-6 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 3369 (11.873 min): VV037484.D\data.ms (-3365) (- m/z 119.10 100.00%
119.1
5000 q
91.0
11.50 12.00
41.0 65.0 -
0L T e bt 1542 1831 2972 oty as o4 1y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
11.50 12.00
91.0 m/z 91.00 13.37%
39.0 65.0 ‘ |
0 H\‘\‘\H“‘H‘H”“\‘H\‘H‘\\“\‘W‘\\‘\L‘H\‘\‘\\H‘HH‘H\\‘\H\‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
r— =
11.50 12.00
5000 m/z 120.10 9.09%
91.0
o5 40RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0 11.50 12.00
m/z 77.00 8.17%
5000
91.0
150390 650
e e A P F
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

SFAMVLMO82624WMA.M Tue Sep 24 17:50:57 2024 Page: 32



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 34 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.947 89.91 ug/L 6734460 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95

Abundance Scan 3392 (11.947 min): VV037484.D\data.ms (-3378) (- m/z 119.10 100.00%
119.1
5000 7 ?
91.0
12.00
39.0 65.0
] S RSN ‘ ol 3431 1762 ;134,05 28.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
12.00
9L.0 m/z 91.00 16.32%
390 650 ‘ ‘
0 \1\5\.?\‘\ T \“‘\ \“V\ “‘1‘\ T i‘H‘ 7T “H“\ \‘M T (LB AN R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: o-Cymene
119.0
—
12.00
5000 m/z 120.10 10.03%
91.0
olso W2 %0 Lo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16997: 0-Cymene
119.0 12.00
m/z 105.00 9.35%
5000
91.0
41.0 65.0 ‘ ‘
0 H\‘ﬂ\J“\\MW\HM\mu‘W\WJH\HM\\W\\H‘\H
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 38 (DEL) Alkane: Cyclicl2.307 Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
12.307 37.35 ug/L 2797770  1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 46
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
4 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38
5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 38
Abundance Scan 3504 (12.307 min): VV037484.D\data.ms (-3494) (- m/z 83.00 100.00%
83.0
55.0
105.0
5000
148.1
— ——
‘ ‘ | 12.00 12.50
0 Ukt 1. 1698 2071 /7 55,00 82.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #13293: Cyclopentane, 1-methyl-3-(1-methylethyl)-
55.0 83.0
5000 111.0 T T 7
12.00 12.50
m/z 105.00 72.90%
27.0 ‘
0 \\\‘\‘\‘\\i‘\\‘\““\h \\H“l\\\“\\}\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
- T
12.00 12.50
5000 m/z 82.00 68.64%
29.0 ‘ 154.0
obrrrpd M b bt L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31433: Cyclohexane, pentyl- T —T
83.0 12.00 12.50
55.0 m/z 41.00 61.98%
5000
29.0 154.0
bbbttt
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\

: VWe37484.D

: 23 Sep 2024 15:55

: SY/MD

. P4024-05ME 2X

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

: VOC Analysis

: C:\Database\NIST20.L

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

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, 1,2,3,5-tetramethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.397 57.10 ug/L 4276720 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 3532 (12.397 min): VV037484.D\data.ms (-3524) (-
1

19.1

m/z 119.10 100.00%
‘ 4

‘ .
12.00 12.50

m/z 134.05  44.24%

-

12.00 12.50

5000
56.0
‘ 91.0
obr ot sl i Ly 00, 2523 18512071
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
91.0
41.0 63.0 ‘
0 \\\‘\‘\\\“\\w‘\“{.‘\\\‘M‘\\\\‘m\\}“"\\\“\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000

. 91.0
150 410 650 |

m/z 56.00 27.31%

-

T —
12.00 12.50

m/z 57.00  15.86%

3

— 1
12.00 12.50

m/z 41.00 13.68%

O A R e I B T B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-

119.0
5000
91.0
150 390 650 |

0 HH‘ﬂ\JLNWWWHAﬂH\\NMWM\\M,\H\,H\\M\\W\\H

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

z

T
12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 44 1-Phenyl-1-butene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.812 73.60 ug/L 5512970 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
2 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 64
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 50
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 50
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 50
Abundance Scan 3661 (12.812 min): VV037484.D\data.ms (-3655) (- m/z 119.10 100.00%
119.1
w M
570  91.0 i A
‘ ‘ ‘ ‘ 1511 12.50 13.00
obrerer b Ll L L ISLL 18202069 ;117,60 77.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 = N
910 12.50 13.00
L m/z 134.05  58.57%
51.0 ‘
O\\\‘2\7‘\9\‘\\“}H\‘H\\\h‘\fw\‘HU‘\\!‘\‘\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16114: Benzene, 2-butenyl-
117.0
ALy —
12.50 13.00
5000 91.0 m/z 132.05 26.57%
39.0 65.0
E LI T Y P I T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- = —
117.0 12.50 13.00
m/z 115.00  24.55%
5000
390 65.0 ‘ ‘
0m"M‘WMw‘l‘u"Hm‘w"U_JMMWH_m_m_m — L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

Misc : 10.12G/5mL/100ul/5m1/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 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 45 2,4-Dipropyl-5-ethyl-1,3-di... Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
12.870  50.29 ug/L 3767220 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual

12,4-
2 1,3-
3 Oxir
4 1,3-
51,3-

-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402
Pentanediol, 2,2,4-trimethyl- 146 C8H1802

006413-83-8 72
000144-19-4 37

ane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 32
,3-Pentanediol, 2,2,4- trlmethyl— 146 C8H1802 000144-19-4 25
»3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 23

Abundance Scan 3679 (12.869 min): VV037484.D\data.ms (-3673) (- m/z 56.00 100.00%
56.0
105.0
5000
NS |
‘ o 14‘5 1 1902 12.50 13.00
O M0 L L B672 1992 L es 6o 57.18%
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 T
1250 1&00
29.0 111.0 m/z 69.00 46.39%
145.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25578: 1,3-Pentanediol, 2,2,4-trimethyl-
56.0
7 P
12.50 13.00
5000 ITI/Z 71.00 42 .64%
29.0 85.0
obrpelll Ml 2220
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0 12.50 13.00
m/z 111.10 35.80%
5000
oL eso 1m0 A
e e e e e e e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 49 unknown-01 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
13.114  40.37 ug/L 3024130 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Tetradecanol 214 C14H300 001653-33-4 25
2 4-Decanol 158 C10H220 002051-31-2 14
3 4-Decanol 158 C10H220 002051-31-2 14
4 1,3,5-Trioxane, 2,4,6-tripropyl- 216 C12H2403 002396-43-2 12
5 Cyclopentanecarboxylic acid, 2-m... 170 C10H1802 1000282-42-5 12

Abundance Scan 3755 (13.114 min): VV037484.D\data.ms (-3741) (] ' m/z 73.00 100.00%

73.0
97.1
5000 43.0
1430 | — N,
13.00 13.50
01852240‘ m/z 55.00  94.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92357: 4-Tetradecanol
55.0
5000 T =
29.0 97.0 13.00 13.50
m/z 97.10 58.41%
171.0
O\‘\L‘\\HH‘\\‘!“\N ‘\‘M‘\\\‘\\‘\]\-‘Zﬁ\()\‘\\\\‘\\‘\\‘\]\-9\\6‘\0\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34596: 4-Decano
55.0
— —
13.00 13.50
5000 97.0 ITI/Z 43.00 37.22%
29.0
| a0
o) 11 R MRS S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34593: 4-Decanol ‘ ‘ e
55.0 13.00 13.50

m/z 41.00 31.96%

5000

©
~
o

290‘
|

0 H\ 1l h ‘m ‘ 1400
B B s e B B A R R A R T —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 50 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.204 67.07 ug/L 5024090 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 64
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 64
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 53
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 53

Abundance Scan 3783 (13.204 min): VV037484.D\data.ms (-3772) (- m/z 145.00 100.00%

145.0
5000
56.0 91.0 119.0

| ‘ ‘ H ‘ 13.00 13.50
o“‘_“ﬂMuWMMMMHMu‘N‘LM‘ NVMWwwH%7%9‘%97? m/z 133.05  50.65%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0
5000 JUY U
13.00 13.50

m/z 160.10  38.02%

91.0 115.0
39.0 '
\]-\5\‘0\‘\‘\\“‘\\‘\‘\6‘?)\(\)\‘\\‘\\“H“\\M\\“u‘\\\“‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36235: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0

o

5000 m/z 56.00 29.78%
91.0 1150
0 ‘1‘5‘?‘ ‘?3‘\?‘\‘\‘6‘?\‘ ‘ ‘u‘ : ““ : “1“\ : ;H ‘\“L“ : ‘M;“ : ‘\‘\‘ RS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- M"/\(\ — =l
145.0 13.00 13.50

m/z 131.05  28.72%

5000
650 910 H H\ | ‘
0 ‘ e =

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 51 5-Nonanone, 2,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.316 175.73 ug/L 13163100 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 2-Undecanone 170 C11H220 000112-12-9 53
3 2-Nonanone 142 C9H180 000821-55-6 53
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 52
5 2-Undecanone 170 C11H220 000112-12-9 50

Abundance Scan 3818 (13.316 min): VV037484.D\data.ms (-3808) (- m/z 58.00 100.00%

58.0
5000 99.0
1300 1350
127.1 170.2 . .
owwMHm‘mmeMHwww“l??‘???f‘”l m/z 43.00 88.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45409: 5-Nonanone, 2,8-dimethyl-
43.0
5000 — =Y
81.0 13.00 13.50
m/z 81.00 71.13%
0 15'0H ‘h | L 114'0‘ 179'0
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45375: 2-Undecanone
43.0
— —
13.00 13.50
5000 ITI/Z 99.05 41.87%
71.0
0150‘ ‘ i 1120 141 o 170.0
H‘w“u‘u“_‘u“u‘_“w‘u“H“_‘H,‘H‘_“W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22980: 2-Nonanone — =
58.0 13.00 13.50
m/z 71.05 40.89%
5000
20.0 142.0
AN ‘8‘}”0 1130
“H“H“H“_“w“u“‘u“u“H“_“w“u“u“u‘ — =5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 54 2-Fluorobenzoic acid, 8-chl... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.551 44.18 ug/L 3309550 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluorobenzoic acid, 8-chlorooc... 286 C15H20C1F02 1000354-70-7 53
2 6-Fluoronicotinic acid 141 C6H4FNO2 000403-45-2 50
3 5-Fluoronicotinic acid 141 C6H4FNO2 000402-66-4 43
4 4-Amino-5-methyl-2(1H)-pyrimidin... 141 C5H7N3S 007390-56-9 43
5 L-Alanine, 3-cyano-, N-ethoxycar... 214 C9H14N204 1000452-47-5 38

Abundance Scan 3891 (13.551 min): VV037484.D\data.ms (-3880) (- m/z 141.05 100.00%
141.1

=

5000 55.0
iy H\M \m 180.2 -
Ol st Ll A e m/z 55.00  48.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #181090: 2-Fluorobenzoic acid, 8-chlorooctyl ester
141.0
5000 =
13.50
m/z 57.00 36.33%
55.0 98.0
O\‘H\\‘\H‘H\w‘\‘\‘\\\‘\‘1H\‘1H\l‘\\\\‘HH‘HH’\\\\‘\\\\’\\\\‘\\\2\‘8\6\\.F
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21734: 6-Fluoronicotinic acid
141.0
] T \
96.0 13.50
5000 ITI/Z 56.00 35.35%
50.0 “ ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21733: 5-Fluoronicotinic acid
141.0 13.50
m/z 41.00 33.25%
5000
50.0
0‘_HWWNMMMHHMHwuuﬂuwuuwuwuu‘uuwuwuuwu‘ =
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 55 2-Propanone, dibutylhydrazone Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
13.677 40.27 ug/L 3016600 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, dibutylhydrazone 184 C11H24N2 067660-52-0 53
2 5-Methyl-5-propylimidazolidine-2... 184 C9H16N202 883457-07-6 52
3 2,6-Difluorobenzoic acid, 2-meth... 214 C11H12F202 1000293-47-5 50
4 Nonanoic acid, 2-methylpentyl ester 242 C15H3002 1010360-66-6 45
5 5-Fluoronicotinic acid 141 C6H4FNO2 000402-66-4 43

Abundance Scan 3930 (13.677 min): VV037484.D\data.ms (-3920) (- m/z 141.00 100.00%
.0

141
55.0
5000
83.0

13.50 14.00
H‘ L h‘\“\w\‘m_ﬁf"?c‘l“\ | 18422090 1/, 55.00 53.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58755: 2-Propanone, dibutylhydrazone
141.0

5000 Sie S|
56.0 13.50 14.00

29.0
m/z 56.00 47.84%

184.0
84.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59627: 5-Methyl-5-propylimidazolidine-2,4-dione, N,N'-d
141.0

o

o

56.0 13.50 14.00
5000 m/z 57.00 40.96%
R R e R AR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91579: 2,6-Difluorobenzoic acid, 2-methylpropyl ester = e
141.0 13.50 14.00

m/z 41.00  35.36%

5000 56.0
113.0 ‘
29.0
b ‘ 79.0 h | |171.0

O e e e e T T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVLMO82624WMA.M Tue Sep 24 17:51:13 2024 Page: 42



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 56 unknown-02 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
13.751  44.15 ug/L 3306710 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylcycloheptanol 128 C8H160 003761-94-2 43
2 Cyclohexanol, 5-methyl-2-(1-meth... 156 C1@H200 003623-52-7 43
3 Ether, methyl 1-octadecenyl 282 C19H380 026537-06-4 38
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
5 1,6-Heptadien-4-o0l, 4-propyl- 154 C10H180 052939-61-4 35

Abundance Scan 3953 (13.750 min): VV037484.D\data.ms (-3943) (- m/z 43.00 100.00%

43.0
5000
b 1121 S

‘ | ‘ ‘ 471 13.50 14.00
oL . “L \‘ | ‘ u‘\\ L \m nhH ﬁ H | \180? 26?-9 : m/z 71.00 78.23%

T
m/z--> 50 100 150 200 250
Abundance #14343: 1-Methylcycloheptanol

71.0

5000 U =
13.50 14.00
410 9
113.0 m/z 55.00 42.35%
O' “\h “\ “‘ 1‘ T T T ’ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33023: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.al
71.0
P e
13.50 14.00
5000 41.0 m/z 57.00 39.80%
123.0
| ‘\ ‘M PR L b
SENE RN YN S
miz--> 50 100 150 200 250
Abundance #176359: Ether, methyl 1-octadecenyl = N
71.0 13.50 14.00

m/z 70.00  37.89%

5000
41.0
| 10901410 1040 250.0 282.(

I I
miz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 58 Benzene, 1,3,5-trimethyl-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.905 250.50 ug/L 18763800 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, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 94
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
5 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 94
Abundance Scan 4001 (13.905 min): VV037484.D\data.ms (-3991) (- m/z 145.05 100.00%
145.1
5000
105.0 L
39.0 L] m | |180.1 2252 281 14.00
om‘HHw‘,wm,www WS S S Sy | m/z 160.10  49.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
5000 ‘14\00‘
115. m/z 130.00 20.05%
390 77.0 ‘ ‘
O\H‘H\\“‘\\‘\‘\’W‘H\‘H’\\H‘\‘\HhiH‘\\M‘\\\“\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36288: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0
T
14.00
5000 m/z 128.00 19.71%
105.0 ‘
39.0
0‘H‘H‘“‘Mm,w‘u‘,HW‘HU‘MHM ““m‘w,‘m,w‘mwH‘mw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- PO
145.0 14.00
m/z 129.00 17.03%
5000
39.0
om_m“hm,m“H,mw“:“"U”‘“MM‘:‘W‘W,‘H‘,wwwwww A S
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 59 Neopentyl glycol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.960  71.69 ug/L 5370220 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentyl glycol 104 C5H1202 000126-30-7 50
2 Neopentyl glycol 104 C5H1202 000126-30-7 50
3 Neopentyl glycol 104 C5H1202 000126-30-7 40
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
5 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 36
Abundance Scan 4018 (13.959 min): VV037484.D\data.ms (-4010) (- m/z 56.00 100.00%
56.0
5000
1111
157.1 ‘ ‘Od
14.
85.0 199.2
oww‘pw‘_u mm;uw_:u_‘m“wH_mw?%‘?ul‘ m/z 73.00 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5363: Neopentyl glycol
56.0
5000
310 14.00
L m/z 55.00 77.06%
L
O\\‘\“\\\\“‘\\\‘H‘\\U\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5362: Neopentyl glycol
56.0
—
14.00
5000 m/z 69.00 61.34%
S L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5361: Neopentyl glycol T
56.0 14.00
m/z 41.00 33.96%
5000
| MN\/\AM
ol L 280 Al
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 60 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
14.033  42.47 ug/L 3181350 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 50
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 46
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 41
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 38
5 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 38

Abundance Scan 4041 (14.033 min): VV037484.D\data.ms (-4027) (-] ' m/z 57.00 100.00%
57.0

131.0
88.0
5000
‘ | 14.00 |
162.1 :

b S %9' ““Mm‘“‘u1“”?9‘0(‘1 m/z 131.00  97.86%

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

Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

131.0

=

5000 T
14.00
m/z 145.05 90.21%

O' \\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
. T
14.00
5000 ITI/Z 146.05 57.38%
39.0 91.0
150 63.0
0! u“m“m _‘“1‘,““”‘_‘HWHW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 14.00
m/z 88.00 52.60%
5000 91.0
39.0
65.0
0,150 \
T \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 62 unknown-@3 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.130  85.84 ug/L 6429790 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 47
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
3 Cyclooctane, ethyl- 140 C1eH20 013152-02-8 38
4 Undecanol-4 172 C11H240 004272-06-4 25
5 2-Pyrrolidinone, 1-ethenyl- 111 C6HSNO 000088-12-0 25

Abundance Scan 4071 (14.130 min): VV037484.D\data.ms (-4062) (-] ' m/z 56.00 100.00%

56.0
5000 111.1
157.1

= —F
‘ “L\ 1 Y I ‘ ‘ 199.2 253.2

| 14.00 14.50
et el b 2932 m/z 55.00 87.45%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5023: 1-Pentanol, 3-methyl-
56.0

5000 e =/
14.00 14.50

m/z 69.00 82.13%

27‘0
“‘\“‘1“‘1““”“ !“““8!?‘??(‘)‘\““\“"\“"\‘“‘!‘“‘!““\““\““\““\“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43578: Cyclooctane, (1-methylpropyl)-

69.0

o

o

111.0 — =T
14.00 14.50
5000 m/z 73.00 81.23%
29.0
Obrrepeetbdby ety
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20676: Cyclooctane, ethyl- e —
69.0 14.00 14.50

m/z 41.00 40.78%

111.0
5000
28.0
L) | 1400

Ottt ettt e e e e e ! T
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 64 Naphthalene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.561 83.76 ug/L 6273960 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 94
Abundance Scan 4205 (14.561 min): VV037484.D\data.ms (-4191) (-] | m/z 142.00 100.00%
142.0
1450 |
63.0
13.0
Ot bt e b, 1821 2212 253.02810 /5 141 05 85.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 T \
1450
m/z 115.00  34.83%
0270 ueﬁ?u 113.0 H
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
1450
5000 m/z 143.00 11.45%
02,7-063°11l°
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0 1450
m/z 139.0 11.17%
5000
| 300 710 nlo |
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 69 Naphthalene, 2,7-dimethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
15.596 43.34 ug/L 3246220 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 4527 (15.596 min): VV037484.D\data.ms (-4518) (- m/z 156.10 100.00%
156.1
T \
30.0 77.0 11‘57 15.50
o000 d Ll 1882 2262 2670 /5141 60 69.60%
miz--> 50 100 150 200 250
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0
5000 — :
15.50
m/z 155.05 34.47%
77.0
0 T T \4\5‘0\‘ f “‘\ T ‘1]\.‘5\ ?\ ‘\‘ m\‘[ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
15.50
5000 m/z 115.00 15.46%
77.0
115.0
o0 d
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- !
156.0 1550
m/z 128.00 14.69%
5000
115.0
39.0
fo) \\ ‘\‘\‘MH\‘ oy ““J‘\‘ U M e s
miz--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 71 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.773 121.00 ug/L 9063290 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4,5,6,7,8-0Octahydro-1-meth... 200 C15H20 1000080-19-4 45
2 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 43
3 9-Methyl-S-octahydroanthracene 200 C15H20 004948-51-0 42
4 1-tEthanone, 1-(4-amino-2-methyl-... 200 C12H12N20 1000319-69-9 27
5 1H-Pyrazole, 5-(t-butyl)-3- phenyl- 200 C13H16N2 1000261-34-8 25

Abundance Scan 4582 (15.773 min): VV037484.D\data.ms (-4575) (- m/z 57.00 100.00%
57.0
185.1

5000
112.1

157. == —
H “ ‘ L] 15.50 16.00
_‘Hhmhmmhﬂﬂﬁhﬂmmuﬂuﬂ‘NHHLH_?ﬁﬁH‘%?%§?%¥f m/z 71.e5 86.05%
miz—> 20 40 60 80 100120140160180200 220240260280

Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene
185.0

o

5000 — e
15.50 16.00
m/z 185.10  83.57%

143.0

115.
7.0 ﬂ‘ b, \“m

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76010: 3,4-Dimethyl(1H)pyrrole, 2-[(3,4-dimethyl-[2H]-py
185.0

o

15.50 16.00
5000 ITI/Z 170.10 69.00%
39 O
m/z--> 20 40 60 80 100120140160180200220240260280 k
Abundance #76095: 9-Methyl-S-octahydroanthracene —
185.0 15.50 16.00
m/z 43.00 35.35%
5000
143.0
410 770 1150 ‘ | |
Y NS P 0 Y s —
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\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 72 9-Methyl-S-octahydroanthracene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.213 145.57 ug/L 10903900 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 60
21,2,3,4,5,6,7,8-0ctahydro-1-meth... 200 C15H20 1000080-19-4 55
3 Silane, trimethyl-2-naphthalenyl- 200 C13H16Si 018052-85-2 53
4 4'-(1-Pyrroyl)acetophenone 185 C12H11NO 022106-37-2 50
5 3,4-Dimethyl(1H)pyrrole, 2-[(3,4... 200 C13H16N2 065539-79-9 49

Abundance Scan 4719 (16.213 min): VV037484.D\data.ms (-4709) (- m/z 185.10 100.00%

185.1
5000
155.1 L

115. 16. 00 16 50
390 77.0
o L L zez0zs08281c Ly 17610 61,73
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76095: 9-Methyl-S-octahydroanthracene
185.0
5000
16.00 16.50
143.0 m/z 200.1 30.69%
410 770 1150 ‘ | |
O ‘\\\\“‘\\‘\H\‘w\‘\“‘h\”\“\\‘\\\\‘\‘!“\\‘Hl‘\M\“‘\\‘\\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76099: 1,2,3,4,5,6,7,8-Octahydro-1-methylphenanthrene

185.0 J\J I

16.00 16.50
5000 ITI/Z 155.0 21.78%
143.0
115. ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #76014: Silane, trimethyl-2-naphthalenyl-
185.0 16. 00 16.50
m/z 186 15.71%
5000
o 20730 mso 10 |l —
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\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

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

Peak Number 76 Cyclopropane, 1l-methoxy-2,2... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.853 102.92 ug/L 7709380 1,4-Dichlorobenzene-d4 11.178
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methoxy-2,2-dime... 200 C14H160 1000271-83-0 55
2 Methyl 2-diethylamino-3-methyl-b... 185 C10H19NO2 075122-81-5 50
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 50
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 50
51,2,3,4,5,6,7,8-Octahydro-1-meth... 200 C15H20 1000080-19-4 50
Abundance Scan 4918 (16.853 min): VV037484.D\data.ms (-4908) (- m/z 185.10 100.00%
185.1
5000 M‘/\
155.1 . —
115. 16.50 17.00
77.0
A e ‘ﬂ‘ I Al 2152 2671 /7 170.10  80.38%
miz-> 50 100 150 200 250
Abundance #76082: Cyclopropane, 1-methoxy-2,2-dimethyl-3-(2-phe
185.0
115.0
5000 = S
43.0 16.50 17.00
m/z 200.15 29.56%
mo ||
0b—— ‘1“f“‘”w““ ‘HH‘H‘\H‘H‘“ i‘m‘H“ “Hi il ‘\MH‘\‘M! “‘ e
miz--> 50 100 150 200 250
Abundance #59776: Methyl 2-diethylamino-3-methyl-but-2-enoate
170.0
B ——
126.0 16.50 17.00
87.0 o
5000 m/z 155.10 25.05%
41.0
ol m w\mmi Ll ‘ “‘ A
miz--> 50 100 150 200 250
Abundance #45534: Naphthalene, 2,3,6-trimethyl- — s
170.0 16.50 17.00
m/z 186.10  15.64%
5000
o, 390 760 1289 J
e = ——
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\VV092324\
Data File : VV@37484.D

Acqg On : 23 Sep 2024 15:55

Operator : SY/MD

Sample : P4024-05ME 2X

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

ALS vial : 1 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propanal, 2-met... 2.876 41.5 ug/L 1542600 1 5.526 1856950 50.0
Butanal 3.600 87.4 ug/L 3246770 1 5.526 1856950 50.0
(DEL) Alkane: S.. 8.500 24.4 ug/L 1063560 2 8.780 2176920 50.0
(DEL) Alkane: S.. 8.596 58.9 ug/L 2566010 2 8.780 2176920 50.0
(DEL) Alkane: S.. 8.719 54.7 ug/L 2381830 2 8.780 2176920 50.0
(DEL) Alkane: S.. 9.133 208.4 ug/L 9073510 2 8.780 2176920 50.0
(DEL) Alkane: C.. 9.403 57.6 ug/L 2507840 2 8.780 2176920 50.0
(DEL) Alkane: S.. 9.641 91.7 wug/L 3990580 2 8.780 2176920 50.0
(DEL) Alkane: C.. 9.731 105.8 ug/L 4607700 2 8.780 2176920 50.0
(DEL) Alkane: S.. 9.780 50.5 ug/L 2200290 2 8.780 2176920 50.0
(DEL) Alkane: S.. 9.950 35.8 wug/L 1557950 2 8.780 2176920 50.0
(DEL) Alkane: S... 10.018 67.4 ug/L 5050240 3 11.178 3745250 50.0
(DEL) Alkane: S... 10.050 60.5 ug/L 4532220 3 11.178 3745250 50.0
Benzene, propyl- 10.281 44.4 ug/L 3322740 3 11.178 3745250 50.0
Benzene, 1l-ethy... 10.378 196.3 ug/L 14703000 3 11.178 3745250 50.0
Benzene, 1l-ethy... 10.667 58.7 ug/L 4396540 3 11.178 3745250 50.0
(DEL) Alkane: S... 10.770 14.6 ug/L 1096950 3 11.178 3745250 50.0
(DEL) Alkane: S... 10.966 34.7 ug/L 2600650 3 11.178 3745250 50.0
(DEL) Alkane: C... 11.088 34.2 ug/L 2562200 3 11.178 3745250 50.0
p-Cymene 11.124 47.6 ug/L 3566780 3 11.178 3745250 50.0
(DEL) Alkane: S... 11.230 46.3 ug/L 3465810 3 11.178 3745250 50.0
Benzene, 1,2,3-... 11.268 108.6 ug/L 8131750 3 11.178 3745250 50.0
(DEL) Alkane: S... 11.307 41.8 ug/L 3131190 3 11.178 3745250 50.0
(DEL) Alkane: S... 11.397 48.9 ug/L 3658800 3 11.178 3745250 50.0
Benzene, 1,4-di... 11.477 64.1 ug/L 4804550 3 11.178 3745250 50.0
(DEL) Alkane: S... 11.725 62.5 ug/L 4679840 3 11.178 3745250 50.0
Benzene, 2-ethy... 11.844 74.0 ug/L 5538920 3 11.178 3745250 50.0
Benzene, 1-meth... 11.873 68.5 ug/L 5128410 3 11.178 3745250 50.0
Benzene, 1l-ethy... 11.947 89.9 ug/L 6734460 3 11.178 3745250 50.0
(DEL) Alkane: C... 12.307 37.4 ug/L 2797770 3 11.178 3745250 50.0
Benzene, 1,2,3,... 12.397 57.1 wug/L 4276720 3 11.178 3745250 50.0
1-Phenyl-1-butene 12.812 73.6 ug/L 5512970 3 11.178 3745250 50.0
2,4-Dipropyl-5-... 12.870 50.3 ug/L 3767220 3 11.178 3745250 50.0
unknown-01 13.114 40.4 ug/L 3024130 3 11.178 3745250 50.0
Benzene, 4-(2-b... 13.204 67.1 ug/L 5024090 3 11.178 3745250 50.0
5-Nonanone, 2,8... 13.316 175.7 ug/L 13163100 3 11.178 3745250 50.0
2-Fluorobenzoic... 13.551 44.2 ug/L 3309550 3 11.178 3745250 50.0
2-Propanone, di... 13.677 40.3 ug/L 3016600 3 11.178 3745250 50.0
unknown-02 13.751 44.1 ug/L 3306710 3 11.178 3745250 50.0
Benzene, 1,3,5-... 13.905 250.5 ug/L 18763800 3 11.178 3745250 50.0
Neopentyl glycol 13.960 71.7 ug/L 5370220 3 11.178 3745250 50.0
Naphthalene, 1,... 14.033 42.5 ug/L 3181350 3 11.178 3745250 50.0
unknown-03 14.130 85.8 ug/L 6429790 3 11.178 3745250 50.0
Naphthalene, 2-... 14.561 83.8 ug/L 6273960 3 11.178 3745250 50.0
Naphthalene, 2,... 15.596 43.3 ug/L 3246220 3 11.178 3745250 50.0
unknown-04 15.773 121.0 ug/L 9063290 3 11.178 3745250 50.0
9-Methyl-S-octa... 16.213 145.6 ug/L 10903900 3 11.178 3745250 50.0
Cyclopropane, 1... 16.853 102.9 ug/L 7709380 3 11.178 3745250 50.0
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