LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis

Signal : TIC: VU@49037.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 74 82 102 rBV 556305 623021 0.91% 0.407%
2 1.935 177 185 199 rVB 83683 106935 0.16% 0.070%
3  2.080 223 230 241 rVB 30237 40917 0.06% 0.027%
4 2.141 241 249 254 rBV 17734 26316 0.04% 0.017%
5 2.244 274 281 295 rvB2 18749 26604 0.04% 0.017%
6 2.472 345 352 366 rVB2 11366 18701 0.03% 0.012%
7 2.581 372 386 410 rBV 579486 944664 1.38% 0.618%
8 2.687 410 419 430 rVB6 3202 6707 0.01% 0.004%
9 2.893 476 483 491 rVW3 1638 2518 0.00% 0.002%
106 3.047 518 531 538 rBV3 9262 17670 0.03% 0.012%
11  3.356 611 627 648 rBV 217010 431137 0.63% 0.282%
12 3.700 721 734 747 rVWW4 9132 19845 0.03% 0.013%
13  3.871 765 787 827 rBV 6381392 15106766 22.03% 9.876%
14 4.533 980 993 1008 rVv4 11022 27035 0.04% 0.018%
15 4.668 1014 1035 1094 rBV2 30302696 68584379 100.00% 44.836%
16 5.317 1217 1237 1276 rVB 8751240 19626533 28.62% 12.831%
17 5.790 1368 1384 1410 rVB2 124599 325525 0.47% 0.213%
18 5.993 1436 1447 1457 rVB6 4900 9603 0.01% 0.006%
19 6.137 1484 1492 1494 rBV4 2841 3841 0.01% 0.003%
20  6.542 1602 1618 1635 rBV 88754 169458 ©0.25% 0.111%
21 6.761 1669 1686 1704 rBV3 50284 107094 0.16% 0.070%
22 6.925 1728 1737 1742 rVV2 2664 4258 0.01% 0.003%
23 6.977 1745 1753 1766 rVB8 4250 9170 0.01% 0.006%
24 7.073 1778 1783 1791 rVB7 1667 2365 0.00% 0.002%
25 7.237 1826 1834 1836 rBV5 2000 2496 0.00% 0.002%
26 7.591 1935 1944 1948 rBV5 1589 1982 0.00% 0.001%
27 7.790 1991 2006 2018 rBV 109092 192702 ©0.28% 0.126%
28 7.854 2020 2026 2035 rVW4 8360 14037 0.02% 0.009%
29 7.970 2048 2062 2075 rBV 1342435 2276815 3.32% 1.488%
30 8.243 2137 2147 2161 rBV5 14421 26621 0.04% 0.017%
31 8.369 2176 2186 2188 rBV5 8020 10619 0.02% 0.007%
32 8.401 2189 2196 2210 rVB4 31030 53123 0.08% 0.035%
33  8.552 2231 2243 2260 rBV 92568 154805 ©.23% 0.101%
34 8.694 2279 2287 2302 rVB4 3957 7516 0.01% 0.005%
35 8.809 2314 2323 2331 rBV6 6700 10962 0.02% 0.007%
36 8.864 2331 2340 2349 rVW3 22471 37508 0.05% 0.025%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis
37 8.922 2349 2358 2370 rVW4 10599 17439 0.03% 0.011%
38 9.166 2426 2434 2441 rBV5 2593 3707 0.01% 0.002%
39 9.272 2457 2467 2475 rBV3 3195 5254 0.01% 0.003%
40 9.510 2530 2541 2547 rBv4 11235 18973 0.03% 0.012%
41  9.571 2547 2560 2581 rVB 931047 1469363 2.14% 0.961%
42 9.690 2584 2597 2614 rBV 2136096 3458010 5.04% 2.261%
43  9.886 2650 2658 2663 rBV7 6502 9882 0.01% 0.006%
44 10.041 2691 2706 2711 rBV6 9079 20319 0.03% 0.013%
45 10.099 2711 2724 2752 rVB 1653854 2607907 3.80% 1.705%
46 10.240 2757 2768 2770 rBV7 6684 10379 0.02% 0.007%
47 10.272 2771 2778 2789 rVB3 30583 49903 0.07% ©0.033%
48 10.362 2794 2806 2823 rBV7 14414 34157 0.05% 0.022%
49 10.484 2824 2844 2855 rBV 199185 314124 0.46% 0.205%
50 10.571 2864 2871 2884 rVB2 9520 15171 0.02% 0.010%
51 10.642 2884 2893 2899 rBvV2 6389 8629 0.01% 0.006%
52 10.697 2900 2910 2920 rVB6 15653 26803 0.04% 0.018%
53 10.812 2940 2946 2960 rVB1o 13680 23725 0.03% 0.016%
54 10.906 2960 2975 2988 rBV 769756 1220431 1.78% ©0.798%
55 10.999 2991 3004 3021 rVV 1812556 4075216 5.94% 2.664%
56 11.086 3021 3031 3053 rVB 1714413 2634989 3.84% 1.723%
57 11.234 3066 3077 3083 rBV2 28043 43968 0.06% 0.029%
58 11.291 3083 3095 3116 rVB 1808757 2765276 4.03% 1.808%
59 11.420 3125 3135 3137 rBv3 12873 17663 0.03% 0.012%
60 11.468 3137 3150 3169 rVB 7400207 11211549 16.35% 7.329%
61 11.610 3184 3194 3198 rBV 65280 101301 ©0.15% 0.066%
62 11.642 3199 3204 3217 rVB 127029 186699 0.27% 0.122%
63 11.742 3224 3235 3244 rBV 205293 322097 0.47% 0.211%
64 11.793 3244 3251 3268 rVB2 104734 167179 ©0.24% 0.109%
65 11.893 3269 3282 3307 rBV 2628293 4024684 5.87% 2.631%
66 12.009 3309 3318 3329 rVB 34391 56524 0.08% 0.037%
67 12.095 3329 3345 3351 rBV2 911772 1489016 2.17% 0.973%
68 12.189 3363 3374 3398 rVB5 546157 1111451 1.62% 0.727%
69 12.301 3399 3409 3421 rBV3 64369 103629 0.15% 0.068%
70 12.375 3421 3432 3447 rVB 199141 308772 0.45% 0.202%
71 12.484 3448 3466 3483 rBV3 849566 2015632 2.94% 1.318%
72 12.571 3484 3493 3501 rBV 394937 583361 0.85% 0.381%
73 12.684 3518 3528 3548 rBvV4 169218 443792 0.65% 0.290%
74 12.809 3558 3567 3576 rBV3 28808 44975 0.07% ©0.029%
75 12.873 3576 3587 3599 rVB3 152703 260254 ©0.38% 0.170%

76 12.973 3599 3618 3626 rBV 202047 366601 0.53% 0.240%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 51 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_ U\Method\SFAMULMO61022WMA .M
Title : VOC Analysis
77 13.025 3626 3634 3647 rVB 338547 514378 ©.75% 0.336%
78 13.108 3649 3660 3666 rBv3 29515 52590 0.08% 0.034%
79 13.169 3675 3679 3684 rVB 10191 10000 0.01% 0.007%
80 13.253 3698 3705 3710 rBv4 17313 28132 0.04% 0.018%
81 13.291 3710 3717 3727 rVB 74554 112054 ©0.16% 0.073%
82 13.407 3744 3753 3756 rBV3 27780 40980 0.06% 0.027%
83 13.449 3757 3766 3781 rVB5 336128 578428 ©0.84% 0.378%
84 13.558 3795 3800 3809 rVB2 13188 16624 0.02% 0.011%
85 13.623 3810 3820 3836 rVB2 91227 152147 ©.22% 0.099%
86 13.735 3845 3855 3863 rBV6 21306 37912 0.06% 0.025%
87 13.783 3865 3870 3877 rVV2 12618 18163 ©0.03% 0.012%
88 13.835 3877 3886 3902 rVV5 31533 71201 0.10% 0.047%
89 14.086 3950 3964 3989 rVvVv 283889 479791 0.70% 0.314%
90 14.192 3991 3997 4009 rVB8 5019 8673 0.01% 0.006%
91 14.253 4010 4016 4018 rBV5 1843 1836 ©0.00% 0.001%
92 14.288 4021 4027 4037 rVV5 9714 15797 0.02% 0.010%
93 14.343 4039 4044 4055 rVB6 4212 6692 0.01% 0.004%
94 14.484 4079 4088 4095 rBV4 5648 8613 0.01% 0.006%
95 14.687 4134 4151 4159 rBV6 11061 25814 0.04% 0.017%
96 14.809 4180 4189 4200 rBV2 5659 8981 0.01% 0.006%
97 14.877 4200 4210 4220 rVB7 4150 5918 0.01% 0.004%
98 15.021 4246 4255 4264 rVB6 5642 9166 0.01% 0.006%
99 15.227 4307 4319 4329 rBV2 25549 43640 0.06% 0.029%
100 15.410 4366 4376 4388 rBvV2 22954 30880 0.06% 0.026%

Sum of corrected areas: 152966462
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe61022\
: VU@49037.D

: 11 Jun 2022 07:33

: SY/MD

: N3248-18

: 5.0mL/MSVOA_U/WATER

: 51  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

o

TIC: VU049037.D\data.ms
4.668

3.871

1.604 4 9FEDAAPA4 2. 4%&%872 893.047 3. 356 3.700

5.317

5.7905.998137 6.5426.7

Time--> 1.40 1.60 1.80 2.00 220 2.40 260 2.80 300 3.20 340 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 6.60

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: VU049037.D\data.ms

9.690  10.099

11.468

1.291 11.893

Time-->

0+

I
7.00 750 800 850 900 950 1000

6@PV73.237  7.5917. 7%4L 8.28336. 532608822 9.18372 9 %i& J/\ 9.886. oﬁmmemee

1050

11.00

11 230 domigwerns G

11.50 12.00

Abundance
3e+07

2.5e+07

2e+07

1.5e+07

1le+07

5000000

TIC: VU049037.D\data.ms

Time-->

212005587 B v 6o R TIBeEEY 0 S 2 338351 4. 08 A0PIREASH4. GEBEFS 0215, 225.410
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
12.50 13.00 1350 14.00 1450 15.00 15.50

T ‘ T
16.00

16.50

T ‘ T T ‘ T
17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
: VOC Analysis

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 1,2-Butadiene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
2.244 346.32 ug/L 26604 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Butadiene 54 C4He 000590-19-2 86
2 2-Butyne 54 C4H6 000503-17-3 86
3 2-Butyne 54 C4H6 000503-17-3 86
4 1,2-Butadiene 54 C4H6 000590-19-2 78
5 1-Butyne 54 C4H6 000107-00-6 78
Abundance Scan 281 (2.244 min): VU049037.D\data.ms (-274) (-) m/z 54.00 100.00%
54.0
5000
390 N EARmmEE T
‘ 48 ‘ 2.00 2.20 2.40 2.60
Ol e e M/Z 53,08 39.29%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #164: 1,2-Butadiene
54.0
5000 LA L B I IR L
27.0 39.0 2.00 2.20 2.40 2.60
m/z 50.00 22.96%
0 20 150 ‘\‘ . 48*4)‘\ ‘
\\HHH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance
54.0
2.00 2.20 2.40 2.60
5000 27.0 m/z 51.00 17.89%
39.0
48.0
Olrrrrrrrrprerrprrrr e R e e
m/iz--> 0 5 10 15 20 25 30 35 40 45 50 55 60
Abundance #155: 2-Butyne CSRNY L AN N4 B
54.0 2.00 2.20 2.40 2.60
m/z 38.95 16.68%
5000 27.0
39.0
o0 aso | ol
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Ethanethiol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.472 243.44 ug/L 18701 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 90
4 Ethanethiol 62 C2H6S 000075-08-1 90
5 Ethanethiol 62 C2H6S 000075-08-1 90
Abundance Scan 352 (2.472 min): VU049037.D\data.ms (-345) (-) m/z 62.00 100.00%
62.0
46.9
5000 A
EAEmmENLE R
359 “ H ‘ 2.20 2.40 2.60 2.80
O e ey e m/z 46.90  65.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #385: Ethanethiol
29.0 62.0
47.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
2.20 2.40 2.60 2.80
m/z 60.990 20.59%
0 120180 F ‘ | 561 | ‘ il
H‘HH‘HH‘HH‘HH‘H\ ‘HH‘HH‘HH‘ \H‘HH‘HH‘\ H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance
29.0 62.0
47.0
2.20 2.40 2.60 2.80
5000 m/z 44.90 19.88%
35.0
56.0
Orrprerrprrrrprrre e pH e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 ﬂ
Abundance #388:EthanetMoI “““‘H‘J“H,ﬂ“W“‘
29.0 62.0 2.20 2.40 2.60 2.80
47.0
m/z 46.00  15.46%
5000
35.0
so T s
Q- rprrrr e _1H‘Hwamwww Wi el e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 3 Borane-methyl sulfide complex Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
2.687 87.31 ug/L 6707 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 83
2 Dimethyl sulfide 62 C2H6S 000075-18-3 83
3 Dimethyl sulfide 62 C2H6S 000075-18-3 83
4 Dimethyl sulfide 62 C2H6S 000075-18-3 83
5 Dimethyl sulfide 62 C2H6S 000075-18-3 83
Abundance Scan 419 (2.687 min): VU049037.D\data.ms (-410) (-) m/z 61.90 100.00%
46.9 61.9
5000
AR R T
| 989 2.40 2.60 2.80 3.00
o7 e m/z 46.90 92.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1062: Borane-methyl sulfide complex
62.0
47.0
5000 L L B L BN AL
2.40 2.60 2.80 3.00
350 m/z 60.95 45.09%
150 ‘ ‘ [HAAN A
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
47.0 62.0
T
2.40 2.60 2.80 3.00
5000 m/z 45.90 37.34%
35.0
15.0
T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #390: Dimethyl sulfide R R
47.0 62.0 2.40 2.60 2.80 3.00
m/z 44.80 29.13%
5000
35.0
150 | /\
Ot e e e e e “‘W“wﬂum‘u‘w“u
m/z--> 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.700 258.33 ug/L 19845 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 90
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 50
4 3-Buten-1-o0l, 3-methyl- 86 C5H100 000763-32-6 38
5 3-Buten-1-0l, 3-methyl- 86 C5H100 000763-32-6 23
Abundance Scan 734 (3.700 min): VU049037.D\data.ms (-721) (-) m/z 57.00 100.00%
57.0
41.0
5000
861 LI L L I L L L
71.3 3.40 3.60 3.80 4.00
Ol el T L mjz 4l.00 68.31%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2038: n-Hexane
57.0
43.0
29.0 /\
5000 \\\‘\\\\’\\\\‘\\\\A‘\\\\
3.40 3.60 3.80 4.00
86.0 m/z 43.00 63.13%
15.0 ‘ ‘ 71.0
0\\\‘-\\\\‘\\‘\\‘\\}\‘\\\\i\}\\‘\\\}‘\\\\“\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
41.0 57.0 /\
B A R
29.0 3.40 3.60 3.80 4.00
5000 m/z 42.00 43.97%
86.0
15.0 71.0
e A
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2040: n-Hexane “M“H‘,“‘W“‘M“‘
57.0 3.40 3.60 3.80 4.00
43.0 m/z 56.00  42.22%
29.0
5000
86.0
’0 1?-0 | ‘ 71.0
ot A e e A e
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclic4.533 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4,533 351.93 ug/L 27035 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 53
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 993 (4.533 min): VU049037.D\data.ms (-980) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
EAEEmaETE S S
“ ‘ 84.1 4.20 4.40 4.60 4.80
o 1 TN u_m‘mu‘m‘”w m/z 41.00 55.84%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
41.0
5000 H‘Hu‘uu‘\ﬂh\’uu‘
69.0 4.20 4.40 4.60 4.80
27.0 9
84.0 m/z 69.00 45.83%
0 10150||
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
EAEEmEEE TS
410 4.20 4.40 4.60 4.80
5000 ’ 69.0 m/z 55.00 31.98%
28.0 84.0
15.0
e T AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 n A
Abundance #1502: 1H-Tetrazole, 5-methyl- “‘_“‘_“‘_“‘Wﬂ“
56.0 4.20 4.40 4.60 4.80
210 m/z 42.00  26.40%
5000
42.0
‘ ‘ ‘ 84.0 |
0 \\\‘H\\‘\H\‘Hm‘\ul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H H‘HHWHWHA,HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclic5.993 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.993 125.01 ug/L 9603 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 74
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 53
3 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 50
4 TIsopropylcyclobutane 98 C7H14 000872-56-0 50
5 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 47
Abundance Scan 1447 (5.993 min): VU049037.D\data.ms (-1436) (-) m/z 56.00 100.00%
56.0
70.0
5000
41.0 98.0 m
R R
‘ | | ﬂ3-1 | 5.60 5.80 6.00 6.20 6.40
O rrrrrrrprrer e e "uWw_‘m_ww m/z 55.00  96.52%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0
700 il n
5000 DL B LA B W
270 5.60 5.80 6.00 6.20 6.40
' 98.0 m/z 76.05 58.17%
‘ ‘ ‘ 83.0
O\\\]-‘.9\\‘]-\4\.}‘\0\‘\\\!‘\\\\}\‘\\\“\w‘\‘\\\‘}“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 ﬂ ’h
e
41.0 70.0 5.60 5.80 6.00 6.20 6.40
5000 m/z 41.00 38.70%
27.0 83.0 98.0
e ATt IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3768: (Z2)-Hex-2-ene, 5-methyl- e e
56. 5.60 5.80 6.00 6.20 6.40
241.0 m/z 42.80 35.69%
5000
27.0 69.0
98.0
83.0 ‘
0 "‘_m‘lfﬂowH:“‘:MH;H;MM NSRS S K S
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 unknown-01 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
6.137 50.00 ug/L 3841 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 39
2 1-Fluorooctane 132 C8H17F 000463-11-6 28
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 9
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 9

Abundance Scan 1492 (6.137 min): VU049037.D\data.ms (-1484) (-)| | m/z 43.00 100.00%

3.0
5000
71.0
57.1
ﬂHm/‘\/\‘ﬂﬂw_wmm
H ‘ 86.0 5.80 6.00 6.20 6.40
bt L L m/z 40,90 42.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5001: 1-Pentanol, 2-methyl-
43.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\'\"\ﬂﬂ
71.0 5.80 6.00 6.20 6.40
29.0 m/z 71.00 39.71%
\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
A mmma e A RRRS
5.80 6.00 6.20 6.40
5000 20.0 57.0 m/z 57.10  32.86%
83.0
0 97.0 112.0 132.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance #2045: Pentane, 2-methyl- L
43.0 5.80 6.00 6.20 6.40
m/z 70.00 23.23%
5000 71.0
210 57.0
| L[ e | L
O rprerr ettt el et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40

SFAMULMO61022WMA.M Thu Jun 16 12:17:23 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 10 unknown-02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.977 119.37 ug/L 9176 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 43
2 2-Butenal, (E)- 70 C4H60 000123-73-9 42
3 (E)-1,3-Butadien-1-0l 70 C4H60 070411-98-2 37
4 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 25
5 Methylacrylonitrile 67 C4H5N 000126-98-7 23
Abundance Scan 1753 (6.977 min): VU049037.D\data.ms (-1745) (-) m/z 68.00 100.00%
40.9 68.0
58.0
87.9
5000
AR RAREaRRES
‘ ‘ 6.60 6.80 7.00 7.20 7.40
-ttt m/z 40.990 96.21%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #624: Furan, 2,3-dihydro-
41.0 70.0
5000 ‘”\“Tuu‘\u\/\}\”?u"?uw\
6.60 6.80 7.00 7.20 7.40
m/z 70.00  95.93%
29.0
0 140 \‘ “ 1 550 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
41.0
a0 ST O L L
6.60 6.80 7.00 7.20 7.40
5000 27.0 m/z 69.18 87.53%
50.0
O e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 [/\.
Abundance #625: (E)-1,3-Butadien-1-ol REEE T R I B B
41.0 70.0 6.60 6.80 7.00 7.20 7.40
m/z 39.00 73.17%
5000
27.0
50 || s
0 \\‘\1‘\\‘\\!1i‘\\\‘!“\1\\“}‘\“\\‘\\\\‘ ERRRR RS \‘\\H“\(\Hm’\lwkww‘n\\u‘\
m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 11 (DEL) Alkane: Cyclic7.073 Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
7.073  30.79 ug/L 2365 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 38
2 1-Butanol, 3-methyl-, formate 116 C6H1202 000110-45-2 9
3 1-Butanol, 3-methyl-, formate 116 C6H1202 000110-45-2 9
4 Furan, 2,3-dihydro- 70 C4H60 001191-99-7 7
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 5
Abundance Scan 1783 (7.073 min): VU049037.D\data.ms (-1778) (-) m/z 55.00 100.00%
39.9
55.0
70.1
5000 94.9
o/ B SN S
6.80 7.00 7.20 7.40
-ttt m/z 70.10 85.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #661: Cyclopropane, 1,1-dimethyl-
580 200
29.0 42.0 (\.
5000 \u‘\\u‘\\u,\\u,\ﬂﬁ
6.80 7.00 7.20 7.40
m/z 69.10 68.54%
O’
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0
700 Hwﬂm,nm,”w
6.80 7.00 7.20 7.40
5000 41.0 m/z 94.90 54.31%
27.0
S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9269: 1-Butanol, 3-methyl-, formate ‘ Hﬂ“““ﬁ“,ﬂ“‘W“‘
55.0 70.0 6.80 7.00 7.20 7.40
m/z 43.85 50.94%
5000 41.0
27.0
Obrrprrrrprebe e i Ll 880 101.0 115.0 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 unknown-03 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
7.237  32.49 ug/L 2496  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propiolic acid 70 C3H202 000471-25-0 25
2 1-Heptanol 116 C7H160 000111-70-6 16
3 1-Octanol 130 C8H180 000111-87-5 16
4 3-Chlorohexane 120 C6H13Cl 002346-81-8 12
5 Isopropylcyclobutane 98 C7H14 000872-56-0 12
Abundance Scan 1834 (7.237 min): VU049037.D\data.ms (-1826) (-) m/z 55.10 100.00%
55.
69.9
410 88.9
5000
AR A
‘ 7.00 7.20 7.40 7.60
OFrrrrrrprrrr e e e e e e M/z0 55,900 90.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #572: Propiolic acid
53.0 70.0
5000 \H\/\‘HH‘[\\\H‘HH/\‘\“H
7.00 7.20 7.40 7.60
40 m/z 69.90 80.27%
O\\‘H\\’\\\\‘\\‘\‘\‘1\‘\\\‘\!\\’\\\\H\\H‘\H\‘H\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56.0 70.0
41.0 /\‘/\‘f\“*ﬂ‘
7.00 7.20 7.40 7.60
5000 ITI/Z 88.90 59.52%
27.0
83.0
ol14.0 98.0 1150
T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15647: 1-Octanol R
41.0 56.0 7.00 7.20 7.40 7.60
' m/z 53.20 59.18%
70.0
5000 84.0
27.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 44
R.T. EstConc Area Relative to ISTD R.T.

7.501 25.80 ug/L 1982 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Hexene 84 C6H12 000592-41-6 9
5-Diazabicyclo[3.1.0]hexane 84 CAH8N2 013090-31-8 9
clohexane 84 C6H12 000110-82-7 9
Octanol 130 C8H180 000111-87-5 9
-Octanol 130 C8H180 000111-87-5 9

uipHh wWN R
PR ORR
1< -

Abundance Scan 1944 (7.591 min): VU049037.D\data.ms (-1935) (-) m/z 56.00 100.00%
56.0
689 840 971
5000 40.9
‘ 7.20 7.40 7.60 7.80 8.00
b e prebebeb b b m/z 55.00 76.29%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1642: 1-Hexene
41.0 56.0
27.0
5000 84.0 ‘m\u‘u/‘\\/‘ﬁuu’uu‘u
7.20 7.40 7.60 7.80 8.00
m/z 97.10 53.71%
O\\\‘}?\-O\‘\\}\‘\\\“} ‘i\\i‘\u ‘\‘\\??‘.(\)\\\‘\\‘\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
28.0
NN W 0 W
7.20 7.40 7.60 7.80 8.00
5000 56.0 m/z 84.00  50.29%
220 83.0
14.0
o) ST R S RN S
m/z--> 10 20 30 40 50 60 70 80 90 100 n
Abundance #1646: Cyclohexane ‘ﬂ“W“‘ﬂ“‘W“‘WMﬂ
56.0 7.20 7.40 7.60 7.80 8.00
84.0 m/z 68.90  50.00%
5000 410
69.0
27.0 H ‘
B 1 M N S o O A Y A
m/z--> 10 20 30 40 50 60 70 80 90 100 7.20 7.40 7.60 7.80 8.00

SFAMULMO61022WMA.M Thu Jun 16 12:17:27 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33

Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 14 (DEL) Alkane: Cyclic8.243 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
8.243 70.16 ug/L 26621  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 93
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
3 Cyclohexane, 1,3-dimethyl-, trans— 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan 2147 (8.243 min): VUO49037[NdMarns(2137)() m/z 97.10 100.00%
55.0 97.
5000 41.0
68.9 112.2
829 L L I L LA BN N L
‘ H ‘ ‘ 8.00 8.20 8.40 8.60
Ob eyl L L nz ss.ee 88.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7689: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
41.0 /\/\
5000 \\\\‘\\\\‘\\\\’\\\\‘(\\A\
69.0 112.0 8.00 8.20 8.40 8.60
27.0 “ 83.0 m/z 41.00 48.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
530 97.0
R R
41.0 8.00 8.20 8.40 8.60
5000 ITI/Z 112.20 34.05%
27.0 69.0 112.0
83.0
0 14.0
e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-  AEEEEEREE S
55.0 97.0 8.00 8.20 8.40 8.60
m/z 56.10 33.08%
5000 41.0
112.0
270 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.00 8.20 8.40 8.60

SFAMULMO61022WMA.M Thu Jun 16 12:17:29 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclic8.809 Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
8.809  28.89 ug/L 10962  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 52
2 4-Octene, (E)- 112 C8H16 014850-23-8 49
3 3-Octene, (E)- 112 C8H16 014919-01-8 47
4 3-Octene, (Z)- 112 C8H16 014850-22-7 47
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 47
Abundance Scan 2323 (8.809 min): VU049037.D\data.ms (-2314) (-) m/z 55.00 100.00%
55.
7.
41.1 701 830 970
5000 )\
112.1
NSNS L A PO
H ‘ ‘ 8.40 8.60 8.80 9.00 9.20
Ot AL L hyz 97.00  6e.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
41.0
A
5000 830 DL B LN B R
70.0 ’ 112.0 8.40 8.60 8.80 9.00 9.20
27.0 ' m/z 83.00  58.35%
0 AR AR R AR R RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55.0
41-0 ‘\\\\‘\\\\‘\\\\’\\\\“‘
8.40 8.60 8.80 9.00 9.20
5000 70.0 m/z 70.10 57.07%
83.0 112.0
27.0
97.0
)| M. € N N
m/iz--> 10 20 30 40 50 60 70 80 90 100 110 120 m ﬂ ﬂ
Abundance #7500: 3-Octene, (E)- e A e e
41.0 55.0 8.40 8.60 8.80 9.00 9.20
m/z 41.10 53.05%
5000 70.0
27.0 112.0
83.0
0 ',,,97'0,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclic8.864 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.864 98.85 ug/L 37508 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 72
Abundance Scan 2340 (8.864 min): VU049037.D\data.ms (-2331) (-) m/z 83.05 100.00%
83.0
55.0
5000 41.0
67.0 1121 L R R RRRRE
‘ ‘ 8.60 8.80 9.00 9.20

o"_mwwmu‘l‘”‘M!lwuMm“wH‘mwwgmw m/z 55.00  78.57%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #7532: Cyclohexane, ethyl-

55.0 83.0
\ n /\/\ /\
5000 L L L L L LA L
4L.0 2o 8.60 8.80 9.00 9.20
' m/z 82.10 60.29%
27.0 ‘ 67.0
0\\‘\\\.\‘\\\‘{“\\\\}1‘\\\“\‘!\\‘\\\‘}‘i\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
83.0
55.0 R ABEREEEEEESE R
' 8.60 8.80 9.00 9.20
5000 m/z 41.00 37.41%
41.0
112.0
27.0 67.0
0 15.0 97.0
T T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #7535: Cyclohexane, ethyl-

83.0 8.60 8.80 9.00 9.20
m/z 112.10 22.94%

55.0
5000
41.0
112.0
29.0 67.0

S N A P N | R0 U ]| —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 17 (DEL) Alkane: Cyclic8.922 Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
8.922  45.96 ug/L 17439  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
4 2(1H)-Pyridinone, 5-hydroxy- 111 C5H5NO2 005154-01-8 52
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 50

Abundance Scan 2358 (8.922 min): VU049037.D\data.ms (-2349) (-) m/z 111.20 100.00%

111.2
69.0
5000
410 g5
83.0

| ‘ ‘ 8.60 8.80 9.00 9.20
el A Wl w2 e9.0e 70.65%

0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 55.0 A

8.60 8.80 9.00 9.20
m/z 41.00 40.56%
T o]

270
l “ 97.0 126.0
H‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0

8.60 8.80 9.00 9.20

o

55.0 m/z 55.05 36.51%
5000 41.0
83.0

. 27.0 670 126.0

T T e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- e e A

69.0 111.0 8.60 8.80 9.00 9.20

m/z 56.10  26.77%

5000 41.0 55.0

m/z-->

83.0
270
; o 1250 )

10 20 30 40 50 60 70 80 90 100110120130

8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 18 (DEL) Alkane: Cyclic9.166 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
9.166 9.77 ug/L 3707 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 86
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 80
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 80
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 78
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 78

Abundance Scan 2434 (9.166 min): VU049037.D\data.ms ( 2426) (-) m/z 111.20 100.00%

69.0 111
5000 549
41.0
126.1 P

‘H H | 8.80 9.00 9.20 9.40
0H\’\H\‘HH‘HH‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘HH’HH’\\\ ITIZ 69.00 84.02%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
69.0 111.0
55.0 /\
.A/W
5000 410 \‘\\\\‘\\\\‘\\\\‘\\\\‘\

126.0 8.80 9.00 9.20 9.40
’ m/z 54.90 51.42%
| | ‘

0w
\H’HH‘H\\‘HH‘\H\‘HH‘HH’\H‘\‘N\H‘HH‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
69.0 111.0

o

55.0 8.80 9.00 9.20 9.40
5000 41.0 m/z 41.00 37.34%
27.0 126.0
0 13.0 83.0 970
R o L e e RARRARaREaRaY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13257: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0 8.80 9.00 9.20 9.40
m/z 126.10 26.74%
55.0
5000 41.0
270 126.0
[
) S 1 S S Y N B R M —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 19 unknown-04 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
9.272  13.85 ug/L 5254  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-1,4-Cyclohexanediol, monoacetyl 158 C8H1403 1000385-97-0 9
2 trans-1,4-Cyclohexanediol, monoa... 158 C8H1403 1000384-16-1 9
3 Ethene, 1-chloro-2-fluoro- 80 C2H2C1F 000460-16-2 5
4 Ethene, 1-chloro-2-fluoro- 80 C2H2C1F 000460-16-2 5
5 Cyclopropane, 1,1'-ethenylidenebis- 108 C8H12 000822-93-5 4

Abundance Scan 2467 (9.272 min): VU049037.D\data.ms (-2457) (-) m/z 107.90 100.00%

107.9
79.9
42.9
5000
63.9 |

AmmmE e R

‘ 9.00 9.20 9.40 9.60
oHH_MUHH,‘HHHHH_ e M/Z 79.90  76.02%
miz-> 20 40 60 80 100 120 140
Abundance #35122: cis-1,4-Cyclohexanediol, monoacetyl
80.0
43.0
5000 ”,/\/\
9.00 9.20 9.40 9.60
m/z 42.90 52.04%
27.0 ﬁl‘o 98.0
O T \‘J‘\ \“‘H\ — “" T ‘\M\ \H‘\‘\ T \“‘ : \:L:\LS\‘O\ T \1\4?.\0\
miz-> 20 40 60 80 100 120 140
Abundance
43.0 80.0
9.00 9.20 9.40 9.60
5000 m/z 63.90 32.13%
61.0 98.0
0 27,0 115.0  140.0
Ao e et
miz--> 20 40 60 80 100 120 140
Abundance #1194: Ethene, 1-chloro-2-fluoro- ammmEEE R
80.0 9.00 9.20 9.40 9.60
m/z 44.80  28.99%
5000 45.0
26.0
‘ ‘ 62.0
o T P P R SN | N
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 20 Pentalene, octahydro- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.510 50.00 ug/L 18973  Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 80
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 78
3 Ethylidenecyclobutane 82 C6H10 001528-21-8 72
4 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 72
5 (Z),(Z)-2,4-Hexadiene 82 C6H10 006108-61-8 64
Abundance Scan 2541 (9.510 min): VU049037.D\data.ms (-2530) (-) m/z 67.00 100.00%
67.0
5000 82.0
39.0 o \‘%\”\"A\‘
S Ll eso 100 e

0ttt e M e e e e m/z 82.00  49.26%

m/z--> 20 30 40 50 60 70 80 90 100 110

Abundance #6709: Pentalene, octahydro-

67.0
. /\ |
5000 82.0 ‘W‘[\Hw T
9.50
41.0 m/z 39.00 18.53%
27.0 54.0 110.0
O\\‘\\\‘\‘\\\\“‘\\\\‘\‘!‘\\‘\\!!‘\\\\“\\\\‘?\5\(\)‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
67.0 J\
82.0 950
5000 m/z 68.00 15.69%
41.0
54.0 110.0
95.0
Ol e e e et e e e ey
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #1386: Ethylidenecyclobutane —
67.0 9.50
54.0 m/z 41.10 14.47%
82.0
5000
41.0
0 -
m/z--> 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Cyclohexene,1-propyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.886 26.04 ug/L 9882 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene,1-propyl- 124 C9H16 002539-75-5 64
2 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 59
3 Methyl ethyl cyclopentene 110 C8H14 019780-56-4 59
4 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 53
5 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 53
Abundance Scan 2658 (9.886 min): VU049037.D\data.ms (-2650) (-) m/z 81.00 100.00%
81.0
5000
67.0 95.1 ]\ /\ f
405 LOLEVAvTE
H ‘ “ ‘ 124.0 9.50 10.00
0ot L L L wz 9s.10 37.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12155: Cyclohexene,1-propyl-
81.0
5000 67.0 0‘/\‘ I /\
95.0 9.50 10.00
41.0 : 124.0 m/z 67.00  34.20%
27.0 ‘ ‘
O\\‘HH‘\H‘\“\H\‘i\\\\“\u‘\\‘H”!“\H‘\M\‘\H“\‘\l\‘\]\-9?.\\0\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
81.0 /\
LN AU
9.50 10.00
5000 m/z 82.10 31.42%
67.0
41.0 95.0
27.0 124.0
0 109.0
T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A j\
Abundance #6734: Methyl ethyl cyclopentene A Tt /\‘ - ‘
81.0 9.50 10.00
m/z 79.00  24.84%
95.0
5000 67.0
110.0
39.0 539 ‘ J\
0‘“1‘?“0“‘M‘mwuHHM‘_u“1“‘H‘:‘1"“‘MWm“uwww AN B SIS L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclicle.e41 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
10.041  53.55 ug/L 20319 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 64
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 64
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
4 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 64
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 64
Abundance Scan 2706 (10.041 min): VU049037.D\data.ms (-2691) (- | m/z 97.10 100.00%
97.1
55.0
5000 A
/\ T ‘ T \(M\ T ‘
38-‘9 7?.0 126.0 10.00
oHH‘m\“,””Mu““‘H"M‘U_wl‘_‘m,‘ m/z 55.00 62.77%
miz--> 20 40 60 80 100 120 140
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0 /\/\
5000 ‘”[\‘“ L/
10.00
27.0 m/z 40.90 27.91%
70.0
112.0
0\1\-2\.9‘\M\\“’“\\\“\“\‘M\\“}\\H‘\\l\‘\\\\’\
miz-> 20 40 60 80 100 120 140
Abundance ﬁ\
97.0 j&
2% el LA
10.00
5000 m/z 69.00 19.80%
39,0 70.0 126.0
L N
m/iz--> 20 40 60 80 100 120 140 /\ f\ N\
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis- : ﬂ L "I
55.0 97.0 10.00
m/z 67.00 15.27%
5000
39.0
126.0
81.0 ‘ /A
ol— | J“““‘M i T A P L W ‘/\ﬂf
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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: Cyclicle.240 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
10.240  27.35 ug/L 10379  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 43
5 1-Cyclohexyl-2-propen-1-o0l 140 CS9H160 004352-44-7 37
Abundance Scan 2768 (10.240 min): VU049037.D\data.ms (-2757) (- | m/z 55.00 100.00%
55.0 82.0
5000 40.9 /\
97.2 125.8 mﬂn - ‘H’\‘/\‘An‘
T =
O Frrprrrr et e e bt s m/z 43.00  95.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13250: Cyclohexane, (1-methylethyl)-
55.0 82.0
41.0 /\ /lﬂ
5000 W | n‘(\A ‘ qmm‘nwf'\ I
10.00 10.50
270 126.0 m/z 82.00  90.45%
O H‘HH‘\H“\“\H\‘}HH\“\‘H‘\‘H\}“HH" 1\\‘9\7\.9\]\-\]-‘]\“\(\)\‘\\!\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance /\ /\
55.0
83.0
ISP 1 RV
10.00 10.50
5000 41.0 m/z 83.10 80.66%
27.0 69.0 126.0
Y S RS S N - /1T - M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m /\
Abundance #13259: Cyclohexane, (1-methylethyl)- ‘ (\' col e
82.0 10.00 10.50
55.0
m/z 40.90 51.04%
5000 41.0
27.0 126.0 jL
ob l b L smero | WAL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 unknown-@5 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.272 131.51 ug/L 49903 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropylcyclohex-1-ene 124 C9H16 004292-04-0 47
2 2-Ethylidenecyclohexanone 124 C8H120 001122-24-3 45
3 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 43
4 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 38
5 1-Ethylcyclopentene 96 C7H12 002146-38-5 38
Abundance Scan 2778 (10.272 min): VU049037.D\data.ms (-2771) (- | m/z 67.00 100.00%
67.0
81.0
5000 .60 /\/
39.0 L /\ Dosd,
H 53.1 ‘ M | 124.0 10.00 10.50
o‘ww_m‘w\:w“\uW‘MHwHMH_m‘www m/z 81.00 77.75%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12181: 1-Isopropylcyclohex-1-ene
81.0
VAL
5000 67.0 b e P L
109.0 124 o 10.00 10.50
41.0 m/z 82.10  56.52%
Zo o w
O\\‘\H\‘\\H‘\H\‘\‘\H‘H‘H\‘\\u“‘\H\‘\\\\‘\\‘\\‘HH‘HH‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
67.0 j\
N 7 VA N
10.00 10.50
5000 m/z 96.00 35.31%
124.0
81.0
39.0 53.0
96.0
N SRR [
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂ A
Abundance #3230: Cyclohexene, 1-methyl- L rMA AL Wl
81.0 10.00 10.50
m/z 67.95 21.65%
5000 67.0 96.0
39.0 53‘0 /\
- O O O B YO O A A P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Cyclohexane, 1-propenyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.362 90.01 ug/L 34157  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-propenyl- 124 C9H16 005364-83-0 64
2 Octenyl angelate, 5Z- 210 C13H2202 1000383-60-2 53
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 49
4 Cyclohexanemethanol 114 C7H140 000100-49-2 47
5 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 46
Abundance Scan 2806 (10.362 min): VU049037.D\data.ms (-2794) (- | m/z 83.00 100.00%
55.0 83.0
41.0
5000 69.0 /\\
97.2 126.2 b m - Al
T Y ™
O e L L L m/z 55.00  98.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12170: Cyclohexane, 1-propenyl-
41.0 67.0 82.0
27.0 /\/}\
5000 nﬁﬁnn
124.0 10. 00 10 50
100.0 m/z 82.10  89.79%
OH\‘H‘\\‘Hl!‘H\}“‘\Hi‘l\l‘\’\\w\"\\\‘\u\HH!\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
55.0 82.0 f\
41.0 10. OO 10 50
5000 110.0 m/z 67.00 75.40%
0 96.0
R RAR B R a L R aa e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\ A//\
Abundance #13203: Cyclohexane, propyl-
550 83.0 10. OO 10 50
' m/z 81.00 66.96%
5000 41.0 J\
126.0
69.0
ouwwﬁ»m\ L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10. OO 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Diethyl disulfide Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
10.571  39.98 ug/L 15171  Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl disulfide 122 C4H1eS2 000110-81-6 91
2 Diethyl disulfide 122 C4H1eS2 000110-81-6 91
3 2-Propenal, 3-(2-furanyl)- 122 C7H602 000623-30-3 72
4 p-Benzoquinone, 2-methyl- 122 C7H602 000553-97-9 56
5 Diethyl disulfide 122 C4H1es2 000110-81-6 43
Abundance Scan 2871 (10.571 min): VU049037.D\data.ms (-2864) (- | m/z 122.00 100.00%
122.0
65.9 93.9
5000 MJ\
44.9 | 10.50
oHwwm‘HH,m‘m,ml\‘k\ul_HJ_MMWH_W“w m/z 65.90  60.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11044: Diethyl disulfide
66.0 122.0
290 94.0 | A /\ }
5000 A N pl ‘
10.50
45.0 m/z 93.90 54.79%
O H\‘]\_\5\\0‘HH‘H‘H’H‘}‘\’H\‘l“‘\\ 1‘\H\‘.\H\‘\‘\‘}\‘HH‘HH‘ ‘1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
122.0
: 94.0 10.50
5000 m/z 58.90 14.93%
45.0
0 15.0 80.0 108.0
T T T R e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11288: 2-Propenal, 3-(2-furanyl)- A4
4.0 122.0 10.50
65.0 ' m/z 44.90  13.11%
5000
0140,,7 ‘ /\’\ MM’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.906 365.01 ug/L 1220430 1,4-Dichlorobenzene-d4 11.816
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 83
Abundance Scan 2975 (10.906 min): VU049037.D\data.ms (-2960) (- | m/z 91.10 100.00%
91.1
120.1 AL /\
11.00
51.0 .
Obrrrrrrebrbepbede e et e e e 285 m/z 120010 23.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 L
11.00
120.0 m/z 92.10 10.68%
39.0
O\H‘\‘H\“‘\\“H"\‘H\“’\\‘H‘\‘\H“HH‘HH‘\H\’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0
e
11.00
5000 m/z 65.00 10.24%
120.0
39.0
Ol et e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10701: Benzene, propyl- 4
91.0 11.00
m/z 78.00 6.40%
5000
120.0
39.0
Ol e e e e e e e A L
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 30 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.999 1218.82 ug/L 4075220 1,4-Dichlorobenzene-d4 11.816
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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU049037.D\data.ms (-2991) (- | m/z 105.05 100.00%
105.1
5000
120.1 M A
e
77.0 91.1
300 630 ') Il 11.00
O e e e e e e e m/z 120.05 31.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000 | M : /\ a
m/z 91.10 12.37%
39.0 77.0 91.0
0H‘HH‘\2\6\‘.\(‘)\\H“‘HH"‘\‘\\\‘6’%\.‘(\)\‘\\\‘N‘\\HMH\‘\‘il\‘uu“‘\u\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
11.00
5000 m/z 77.00 11.99%
120.0
77.0 91.0
0 18.0 39.0 63.0
R R R RRa R B o R L o e mana
m/z--> 10 20 30 40 50 60 70 80 90 100110120 M f\
Abundance #10722: Benzene, 1-ethyl-2-methyl- R
105.0 11.00
m/z 106.10 8.68%
5000
120.0
39.0 77.0 91.0 J\
SIS N T AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 4-Heptanone, 2,6-dimethyl- Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
11.234  13.15 ug/L 43968 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 91
2 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 90
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 83
4 1-Propoxypropan-2-yl 2-methylbut... 202 C11H2203 1000367-10-7 64
5 4-Octanone, 2-methyl- 142 CSH180 007492-38-8 59
Abundance Scan 3077 (11.234 min): VU049037.D\data.ms (-3066) (- | m/z 57.10 100.00%
57.1 85.1
5000
41.0
‘ ‘ 05.0 1421 11.00 11.50
Ol el 2050 L mjz 85.10  96.53%
miz-> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 O/‘\/\ s
41.0 11.00 11.50
m/z 40.95 35.68%
142.0
0L 150 | - 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
57.0
85.0
41.0 11.00 11.50
5000 m/z 58.00 23.91%
15.0 142.0
L R M
miz--> 20 40 60 80 100 120 140 M J\
Abundance #23067: 4-Heptanone, 2,6-dimethyl- e
57.0 11.00 11.50
85.0 m/z 43.00 17.22%
5000 21.0
142.0
obaso | L1l LW
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 32 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.291 827.04 ug/L 2765280 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3095 (11.291 min): VU049037.D\data.ms (-3083) (- | m/z 105.10 100.00%
105.1
AL j\
— et
510 ™0 11.00 11.50
Obrrreidimt b M 2072 7 126,10 31.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ M /\ A
11.00 11.50
m/z 77.00 12.15%
39.0 77.0
O\\\‘\‘H\“‘\\“i‘\“‘\‘\\\““\\‘\‘\“i‘\\‘\“‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
11.00 11.50
5000 m/z 91.05 12.08%
150 300 77O
02 ettt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 11.00 11.50
m/z 79.10 9.10%
5000
77.0
S T et 0 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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, (2-methylpropyl)- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.610  30.30 ug/L 101301 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 87
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 87
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 83
5 Benzene, n-butyl- 134 C1oH14 000104-51-8 80
Abundance Scan 3194 (11.610 min): VU049037.D\data.ms (-3184) (- | m/z 91.00 100.00%
91.0
5000
134.1
65.1
41.0 ‘ 115.0 11.50 12.00
O v e e gt e e e e m/z 92.18 52.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17041: Benzene, (2-methylpropyl)-
91.0
5000 J\ T ] A\ T A T /\l
11.50 12.00
65.0 134.0 m/z 134.05  27.77%
O\\‘\\\.\‘\\\‘\‘\f?“‘?\\“‘\\\\‘\‘\H‘\\\‘}‘HH“\‘\\\‘HH]‘_\]-\?\.(‘)HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
91.0
p L AT
11.50 12.00
5000 m/z 65.10 12.94%
134.0
43.0 650
0 27.0 115.0
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\ /k
Abundance #17043: Benzene, (2-methylpropyl)- N T A
91.0 11.50 12.00
m/z 40.95 6.90%
5000
43.0 65.0 134.0
LTI P 115.0
\\‘\\\\‘\H\‘H\\‘\H\‘\\\\‘\\H‘\\\\‘H\\“\‘\\\‘HH‘H‘H‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 35 p-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.742  96.33 ug/L 322097 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 p-Cymene 134 C10H14 000099-87-6 93
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3235 (11.742 min): VU049037.D\data.ms (-3224) (- | m/z 119.10 100.00%
1191
5000
91.1
300 650 ‘ 1150  12.00
] S (A NSR uuum“,‘m_MW_W%QY:Q m/z 134.05  27.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene
119.0
5000 =T f/\/\A -
91.0 11.50 12.00
' m/z 91.10 24.11%
39.0 650 ‘
0 \]-\5‘\-‘0\\\\“‘\\“\\“‘\‘\\\‘H‘\\‘“\‘W\\‘\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
11.50 12.00
5000 m/z 117.10 15.16%
91.0
39.0 65.0
0 15.0
B LA L B o R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16993: p-Cymene
119.0 11.50 12.00
m/z 120.05 8.41%
5000
91.0
39.0 65.0 ‘ A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 36 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.893 1203.71 ug/L 4024680 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3282 (11.893 min): VU049037.D\data.ms (-3269) (- | m/z 105.05 100.00%
105.1
5000 120.1 A
770 — T
51.0 o 11.50 12.00
Ot bbb i e m/z 120010 42.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 1200 - j\ —
11.50 12.00
770 m/z 77.00 12.22%
51.0 ’
O H‘HH‘%\7\.‘()\\\\“HH“‘{‘\\}“\‘\‘H‘\\\‘U’H\\“HH‘\M1\’\\‘\‘\“‘\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
120.0 11.50 12.00
5000 m/z 91.10 9.95%
77.0
0 15.0 390 59.0
T T T R I e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
z 119.10 9.56%
5000 120.0
39.0 77.0 ]\ /A
oLas0 Lo vezo Lo A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33

Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 37 Benzene, 1-methyl-3-(1-meth... Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
12.009 16.91 ug/L 56524 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 p-Cymene 134 CleH14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 o-Cymene 134 CleH14 000527-84-4 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 3318 (12.009 min): VU049037.D\data.ms (-3309) (- | m/z 119.05 100.00%
119.1
5000
91.1
39.0 65.0 ‘ 12.00
0 "w‘Hm‘mJH"M“HJw_m“wu“M‘Hu_m_m_m"}QT:l‘ m/z 134.05  28.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: 0-Cymene
119.0
5000 /\/\\/\/\\ T T T T /\\j\\ T
12.00
91.0 m/z 91.10 21.04%
41.0 65.0 ‘
O\\\‘\‘H\“‘\\‘H”“\‘H\‘”‘\\\‘\‘W\\‘\“‘\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
12.00
5000 m/z 117.10 14.63%
91.0
41.0 65.0
D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- ‘/X‘T ‘ ‘
119.0 12.00
m/z 115.00 11.20%
5000
91.0
oliso 410 650
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.095 445.34 ug/L 1489020 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 86
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H1e 000496-11-7 76
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
Abundance Scan 3345 (12.095 min): VU049037.D\data.ms (-3329) (- | m/z 117.10 100.00%
117.1
5000 /\J\
91.1 m Sii. \
390 63.0 ‘ 12.00
AR N N o | \“‘ Al AL 1589 s 118,10 55.66%
miz--> 20 40 60 80 100 120 140 160
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
5000 - :
91.0 12.00
m/z 115.10 34.31%
39.0 559
O\\\\‘\\\\"\\‘\\“U\\\“\\‘}\“‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 80 100 120 140 160
Abundance
117.0
12.00
5000 m/z 119.10 22.00%
91.0
o 15.0 39.0 63.0
R i e B e B e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0 12.00
m/z 91.10 20.54%
5000
39.0 559 91.0
0‘43‘0_«H‘\,waJ\H_H
m/z--> 20 40 60 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 39 Benzene, 1,2-diethyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.301 30.99 ug/L 103629 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 93
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 87
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 81
Abundance Scan 3409 (12.301 min): VU049037.D\data.ms (-3399) (- | m/z 105.05 100.00%
106.1
5000 134.0 J\‘
770 T T /\\/\\ \/\\ T T
‘ ‘ M 12.00 12.50
0 H‘WHH‘HH‘,‘HH}‘:we,:““wl“”H‘,HH‘:LH,W‘WMW m/z 119.10  90.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.00 12.50
77.0 m/z 134.00 47.74%
O H‘J-HSHO‘\H‘\‘H\\"‘HH“EZ\’()H‘H‘\H‘H‘H\\"“\H‘\‘\1\’\\‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0 /\
(PN AV VAV T Wi
134.0 12.00 12.50
5000 m/z 91.05 36.63%
27.0 51.0 770
Ot ettt el et e e et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 12.00 12.50
m/z 115.05 32.67%
5000 134.0
91.0
65.0
T T T Y 1 N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 40 Benzene, 1-methyl-4-propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.375 92.35 ug/L 308772  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 94
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
5 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
Abundance Scan 3432 (12.375 min): VU049037.D\data.ms (-3421) (- | m/z 105.05 100.00%
105.1
5000
134.1 M i
77.0 1200 12.50
390 574, || 9
o4t m/z 134.05 22.89%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 SRS A}\ AR
12.00 12.50
1340 m/z 77.00  11.14%
77.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance
105.0
12.00 12.50
5000 m/z 106.10 10.43%
134.0
27.0 51.0 77.0
Ol ettt e
miz--> 20 40 60 80 100 120 140 AA
Abundance #17050: Benzene, 1-methyl-2-propyl- 4 Wit .
105.0 12.00 12.50
m/z 90.95 8.49%
5000
134.0
77.0
o150 390 570 0 ‘
s w  T
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 41 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.484 602.84 ug/L 2015630 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 95
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 70
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 70
5 1,4-Pentadien-3-o0l 84 C5H80 000922-65-6 38

Abundance Scan 3466 (12.484 min): VU049037.D\data.ms (-3448) (-  m/z 83.10 100.00%

83.1
5000 119.1
55.0
140.1

39‘0 12.50
(R A “\“‘ ‘M‘w“u“m M“! “‘g“%"l\‘u o “‘ “‘ ! — m/z 69.00 49.10%
miz--> 20 40 60 80 100 120 140
Abundance #21577: Cyclohexanone, 3,3,5-trimethyl-
83.0
5000 1T
55.0 12.50

39.0 m/z 119.10  48.89%

125. 0140'0
(T N | 980 ]
O\\\’\\\\}‘\\‘\\‘\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance
83.0

12.50
5000 m/z 55.00 35.53%
55.0
140.0
39.0 125.0
15.0 98.0
ol e
miz--> 20 40 60 80 100 120 140
Abundance #21576: Cyclohexanone, 3,3,5-trimethyl-
83.0 12 50

m/z 56.10  31.10%

140.0
15.0 H L . ogo 1250
0 | | | | 1l . I |

m/z--> 20 40 60 80 100 120 140 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 42 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.571 174.47 ug/L 583361 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3493 (12.571 min): VU049037.D\data.ms (-3484) (- | m/z 119.10 100.00%
119.1

=

5000
91.1
90 550 | [ i
ol e e m/z 134.05 30.07%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000

12.50
m/z 91.10 16.14%

91.0
00— T \1\5‘\.0‘ T ‘\ \3\9"‘(\) e ‘65\0\ \‘”‘ T ‘\ | ‘1‘ T ‘M T \1\3?\"0\
miz-> 0O 20 40 60 80 100 120 140
Abundance
119.0

e
12.50

5000 m/z 120.05 9.72%
39.0 91.0
150 65.0 135.0
O T B L o B e e B B
m/z--> 0 20 40 60 80 100 120 140 f& AJ\
Abundance #16998: 0-Cymene ‘ — ‘j\ =
119.0 12.50

m/z 105.05 9.11%

5000
91.0
410 65.0
ol 280 e el TR

m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 43 1Indan, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.684 132.73 ug/L 443792  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 94
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
Abundance Scan 3528 (12.684 min): VU049037.D\data.ms (-3518) (- | m/z 117.05 100.00%
117.1
5000 q
91.0
510 739 ‘ 1%4.2 12.50 13.00
0 \\\‘\\\\H\HMJWW\\ﬂ% ‘J;‘wﬂ“Hi‘wwM““‘ m/z 115.05  34.20%
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000 SHUS ARV
12.50 13.00
910 m/z 132.00  28.82%
390  65.0 | ‘ 133.0
O\\\‘\‘\\\“\\“\\"u‘\\\“\\‘\\‘\\\H‘\{%\‘\"\\\\
miz-> 20 40 60 80 100 120 140
Abundance
117.0
ALV
12.50 13.00
5000 m/z 119.10 21.87%
91.0
39.0 65.0 133.0
0ttt Mt
m/iz--> 20 40 60 80 100 120 140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0 12.50 13.00
m/z 91.00 17.70%
5000
91.0
39.0 65.0 1?T3 0
L P BN M RPN | ) AL VALV
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33

Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 44 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
12.809  13.45 ug/L 44975 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 93
2 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 91
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 76
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 76
5 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 72

Abundance Scan 3567 (12.809 min): VU049037.D\data.ms (-3558) (- | m/z 133.05 100.00%
133.1
/\M\M
91.1 f”AK
41.0 65.0 ‘ 1250 1300
2
O el i d e Ml 42073 o 19 10 61.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26390: Benzene, 1,3-diethyl-5-methyl-
133.0
5000
910 12.50 13.00
L m/z 148.15  33.46%
65.0 ‘
0 \‘\\\\‘\\\\‘\0\‘\\“\‘\\\“‘\\\\“\\\ \H\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0 AH
Dt LA AL
12.50 13.00
5000 m/z 91.10 23.25%
105.0
77.0
oL 150 39.0
T T e e T e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- — 1
133.0 12.50 13.00
m/z 117.10 18.62%
5000
39.0 91.0
150 650 ‘ﬁ
m/z--> 0 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_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 45 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.873  77.84 ug/L 260254 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 94

Abundance Scan 3587 (12.873 min): VU049037.D\data.ms (-3576) (- | m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 | Cul 185.1 12.50 13.00 ;
O bbb e LT m/z 134,00 30.31%
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 \ M A J\ -
12.50 13.00
91.0 m/z 91.00  19.70%
0 \1\5\‘0‘ T \3\9“‘9 \“\‘ T ‘6?‘\0\ \‘H‘ T T “1‘\ \Ml T \1\3§‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0
— e
12.50 13.00
5000 m/z 131.00 13.27%
91.0
. 41.0 65.0 135.0
A o o
miz--> 20 40 60 80 100 120 140 ﬁ]\ m
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- A} L ‘ /\‘ :
119.0 12.50 13.00
m/z 120.10 10.81%
5000
91.0
39.0 650 ‘ ‘ J\
B O 1N 0 I L U LAV
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 46 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.973 109.64 ug/L 366601 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 3618 (12.973 min): VU049037.D\data.ms (-3599) (- | m/z 119.10 100.00%
119.1
91.0 LT
39.0 650 1481 207.0 13,00
O bl 0t 2000 m/z 134,05 46.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 .l J\ T
13.00
m/z 90.95 16.68%
410 91.0
O \]-\5\-‘0\‘\ T \“‘.\ \‘\‘\6‘?.\(\)\“‘ T \‘\\‘w\\‘\"‘\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T
13.00
5000 m/z 133.05 11.07%
390 91.0
ol150 ™ 65.0
R LA L B o W A Mo
m/z--> 20 40 60 80 100 120 140 160 180 200 “mm\/\ fUX
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- e ‘qu‘
119.0 13.00
m/z 120.10 9.80%
5000
410 91.0 J\ J\
0 H‘_MuﬂhwéﬁgﬂﬁHLWWHW%‘M‘H‘W‘H‘_“W‘H‘ ‘ ﬁ\‘ ARV
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 47 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.025 153.84 ug/L 514378 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3634 (13.025 min): VU049037.D\data.ms (-3626) (-

119.1

m/z 119.10 100.00%

L

1300

m/z 134.05  44.35%

i

13.00

m/z 91.05 16.64%

.

1300

m/z 120.10  10.58%

KAJﬂM |

1300

m/z 133.05 10.09%

5000
91.0
S P T I E7 EN Y-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
1.0
15.0 39.0 650 ‘
O\\\‘\‘\\\“‘\\‘\\“\‘\\\‘\\\\‘\\\Ul\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
5000
390 91.0
01150 65.0
A e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
410 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200

WM\/\J\MA&
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 48 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
13.108 15.73 ug/L 52590 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 50
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 50
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 50
4 4-Methylphthalaldehyde 148 C9H802 015158-36-8 49
5 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 46

Abundance Scan 3660 (13.108 min): VU049037.D\data.ms (-3649) (- | m/z 119.05 100.00%
119.1
5000 148.2
91.0
390 650 ‘ 1l 13.00 13.50
Ol il ;‘”‘ bl l‘u AL m/z 133.05  61.90%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
T k /ﬂkw
5000 \/\ t T /\A‘/\/\ T T
13.00 13.50
91.0 m/z 148.20  43.39%
39.0 65.0 ‘ ‘
0 \1\5\.? T \“‘\ \“1‘\ “1‘\ T \‘H‘ T “H“\ \Ml T \1\3§‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance
119.0 ﬁ&
2 Lol REA
13.00 13.50
5000 m/z 91.00 32.41%
91.0
o, 150 390 650 135.0
B A A e o o WA
m/iz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- T —=
119.0 13.00 13.50
m/z 131.05 29.93%
5000
91.0
oliso @0 @0 o UL AMUL
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
13.253 8.41 ug/L 28132 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 70
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 64
Abundance Scan 3705 (13.253 min): VU049037.D\data.ms (-3698) (- | m/z 131.05 100.00%
131.1
5000 91.0 w
AT
389 62.9 ‘ 13.00 13.50
S R JHN”‘HUM“H‘w“‘l“_wm‘%qzlq m/z 91.85 41.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000
1300 1350
91.0 m/z 119.10 39.89%
‘39‘.0\‘\6”\ ‘ ‘H \w
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
13.00 13.50
5000 m/z 115.00 33.47%
91.0
39.0 64.0
O et ety e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 JJ«
Abundance #25003: Benzene, (1-methyl-1-butenyl)- P —
131.0 13.00 13.50
m/z 146.05 24.41%
91.0
5000
27.0 ‘ & /\
o"wH‘““‘“‘M‘:‘Hm‘MWH!‘,NHJ‘_‘m_ww_m . MM
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_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Benzene, 2-butenyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.291  33.51 ug/L 112054 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 86
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 3717 (13.291 min): VU049037.D\data.ms (-3710) (- | m/z 117.10 100.00%
11y.1
Py
51.0 13.00 13.50
7
owHw_Hu_H‘NmwNhﬁf‘Hm,‘”H_m,"HWU}“MW m/z 132.00  38.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16119: Benzene, 2-butenyl-
117.0
132.0
5000 91.0 At et
390 13.00 13.50
65.0 m/z 115.05 28.49%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
P —
132.0 13.00 1350
5000 m/z 131.05 6.11%
91.0
39.0 65.0
O rrprrrrprrtr ettt e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)- :
117.0 1300 1350
m/z 116.05 10.41%
132.0
5000
91.0
| Ml
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33

Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 53 Benzene, 1-methyl-2-(2-prop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.449 173.00 ug/l 578428 1,4-Dichlorobenzene-dd  11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70

2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 64
3 o-Cymene 134 C1eH14 000527-84-4 64
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 64
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 64
Abundance Scan 3766 (13.449 min): VU049037.D\data.ms (-3757) (- | m/z 119.10 100.00%
119.1
5000
91.0 EAVS
39.0 65.0 13.50
Ol ool e Ml 29720 gz 117,10 53.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 /\/\ T J\\ T T
91.0 13.50
m/z 134.05 44.05%
39.0 65.0
0 \\]_\5\.‘0\‘\ T \“’ T \“}‘\ “M\ ‘H\““‘ T \“\ T “H‘\ T !“ \‘M\‘\ ‘ LI ‘ LI ‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
—r—
13.50
5000 m/z 91.00 22.11%
390 91.0
o 15.0 -~ 65.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0o-Cymene T
119.0 13.50
m/z 115.10 20.85%
5000
91.0
150 390 @50 |
Y i Y AP N A — L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .M
Quant Title : VOC Analysis

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

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

Peak Number 55 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.623  45.50 ug/L 152147 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 60
Abundance Scan 3820 (13.623 min): VU049037.D\data.ms (-3810) (- | m/z 104.10 100.00%
104.1
5000 132.1
A e
510 780 ‘ 13.50 14.00
Ol el !“u i 1481 0 n, 130 05 49.46%
miz--> 20 40 60 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 RN, o~
132.0 13.50 14.00
78.0 m/z 91.05 40.27%
28.0 51.0 ‘ ‘
O\\\‘\‘11\“\\“1‘\““‘\‘\\”}“‘\\W\“M\\1“\‘1“\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
104.0
— =
13.50 14.00
5000 132.0 m/z 115.05 20.51%
78.0
27.0 51.0
0 e el Al
m/iz--> 20 40 60 80 100 120 140
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- —r= %JVLV\“
104.0 13.50 14.00
m/z 117.10 14.14%
132.0
5000
51.0 78.0 V~VAA
o‘“‘2‘?(9‘\_“‘““‘1\‘HH‘Hww“‘”‘x‘_‘l“mww e —
m/z--> 20 40 60 80 100 120 140 13.50 14.00

SFAMULMO61022WMA.M Thu Jun 16 12:18:17 2022

Page: 51



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33

Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 56 Benzene, (3-methyl-2-butenyl)- Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.
13.735 11.34 ug/L 37912 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 46
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 46
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 46
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 41
5 (+)-2-Bornanone 152 C10H160 000464-49-3 40

Abundance Scan 3855 (13.735 min): VU049037.D\data.ms (-3845) (- | m/z 131.05 100.00%
131.1
95.0
5000
409 989 e A
‘ ‘ 206.9 13.50 14.00
o Al S m/z 133.05 66.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 AAJKA
5000 “/\A\ T T \/\\ T T T T
13.50 14.00
m/z 95.00 60.28%
41.0 65.0
0 \H‘\‘\‘\ \““\ \“\“\“‘1“‘\‘\ \h“ T \‘\‘\“UHH“\‘M\‘\H\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
—L e
13.50 14.00
5000 91.0 m/z 81.10 45.70%
39.0 65.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- L A‘ﬂ\ ‘ ——
131.0 13.50 14.00
m/z 146.05 45.61%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 Azulene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.086 143.50 ug/L 479791 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3964 (14.086 min): VU049037.D\data.ms (-3950) (- | m/z 128.05 100.00%
128.1
5000
14.00 |
510 740 1021 .
O A 2070 s 197,16 12.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 A s :
14.00
m/z 129.05 10.89%
51.0 750 10‘2-0 I
O‘\\\\‘\\“\\‘w\\w‘\\\\“\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
128.0
vVl ‘
14.00
5000 m/z 102.10 8.90%
51.0 102.0
o 28.0 74.0
R A e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene N e ‘
128.0 14.00
m/z 126.10 7.06%
5000
102.0
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_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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 66 Naphthalene, 1-methyl- Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
15.227 13.05 ug/L 43640 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 97
3 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 4319 (15.227 min): VU049037.D\data.ms (-4307) (- | m/z 142.05 100.00%
142.1
5000
115.0
—— —
63.0 . 15.00 15.50
Ok el 2080 2694 T4t 65 oe.58%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — -
115.0 15.00 15.50
m/z 115.00 33.02%
63.0
O2‘\\.\\“\\”\\““H“\H\‘\‘\‘H‘\\H‘HH‘i‘\\\\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
142.0
W\/\AA‘ Ox‘ . /\‘ 1
15.00 15.50
m/z 139.05 13.97%
5000 115.0
027.0 63.0
AR Ra e R E e e Ea e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22150: Naphthalene, 2-methyl- — P
142.0 15.00 15.50
m/z 143.00 11.65%
5000
115.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061022\
Data File : VU@49037.D

Acqg On : 11 Jun 2022 07:33
Operator : SY/MD

Sample : N3248-18

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO61022WMA .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|
1,2-Butadiene 2.244  346.3 ug/L 26604 1 6.253 3841 50.0
Ethanethiol 2.472  243.4 ug/L 18701 1 6.253 3841 50.0
Borane-methyl s... 2.687 87.3 ug/L 6707 1 6.253 3841 50.0
(DEL) Alkane: S... 3.760  258.3 ug/L 19845 1 6.253 3841 50.0
(DEL) Alkane: C... 4.533 351.9 wug/L 27035 1 6.253 3841 50.0
(DEL) Alkane: C 5.993 125.0 ug/L 9603 1 6.253 3841 50.0
unknown-01 6.137 50.0 ug/L 3841 1 6.253 3841 50.0
unknown-02 6.977 119.4 ug/L 9170 1 6.253 3841 50.0
(DEL) Alkane: C 7.073 30.8 ug/L 2365 1 6.253 3841 50.0
unknown-03 7.237 32.5 ug/L 2496 1 6.253 3841 50.0
(DEL) Alkane: S.. 7.591 25.8 ug/L 1982 1 6.253 3841 50.0
(DEL) Alkane: C.. 8.243 70.2 ug/L 26621 2 9.420 18973 50.0
(DEL) Alkane: C.. 8.809 28.9 ug/L 10962 2 9.420 18973 50.0
(DEL) Alkane: C.. 8.864 98.8 ug/L 37508 2 9.420 18973 50.0
(DEL) Alkane: C.. 8.922 46.0 ug/L 17439 2 9.420 18973 50.0
(DEL) Alkane: C.. 9.166 9.8 ug/L 3707 2 9.420 18973 50.0
unknown-04 9.272 13.9 ug/L 5254 2 9.420 18973 50.0
Pentalene, octa... 9.510 50.0 ug/L 18973 2 9.420 18973 50.0
Cyclohexene,1-p... 9.886 26.0 ug/L 9882 2 9.420 18973 50.0
(DEL) Alkane: C... 10.041 53.5 ug/L 20319 2 9.420 18973 50.0
(DEL) Alkane: C... 10.240 27.4 ug/L 10379 2 9.420 18973 50.0
unknown-05 10.272 131.5 wug/L 49903 2 9.420 18973 50.0
Cyclohexane, 1-... 10.362 90.0 ug/L 34157 2 9.420 18973 50.0
Diethyl disulfide 10.571 40.0 ug/L 15171 2 9.420 18973 50.0
Benzene, propyl- 10.9066 365.0 ug/L 1220430 3 11.816 167179 50.0
Benzene, 1l-ethy... 10.999 1218.8 ug/L 4075220 3 11.816 167179 50.0
4-Heptanone, 2,... 11.234 13.2 ug/L 43968 3 11.816 167179 50.0
Benzene, 1-ethy... 11.291 827.0 wug/L 2765280 3 11.816 167179 50.0
Benzene, (2-met... 11.610 30.3 wug/L 101301 3 11.816 167179 50.0
p-Cymene 11.742 96.3 ug/L 322097 3 11.816 167179 50.0
Mesitylene 11.893 1203.7 ug/L 4024680 3 11.816 167179 50.0
Benzene, 1-meth... 12.009 16.9 ug/L 56524 3 11.816 167179 50.0
Indane 12.095 445.3 wug/L 1489020 3 11.816 167179 50.0
Benzene, 1,2-di... 12.301 31.0 ug/L 103629 3 11.816 167179 50.0
Benzene, 1-meth... 12.375 92.3 ug/L 308772 3 11.816 167179 50.0
Cyclohexanone, ... 12.484 602.8 wug/L 2015630 3 11.816 167179 50.0
Benzene, 2-ethy... 12.571 174.5 wug/L 583361 3 11.816 167179 50.0
Indan, 1-methyl- 12.684 132.7 wug/L 443792 3 11.816 167179 50.0
Benzene, 1,3-di... 12.809 13.4 ug/L 44975 3 11.816 167179 50.0
Benzene, 4-ethy... 12.873 77.8 wug/L 260254 3 11.816 167179 50.0
Benzene, 1,2,3,... 12.973 109.6 wug/L 366601 3 11.816 167179 50.0
Benzene, 1,2,4,... 13.025 153.8 wug/L 514378 3 11.816 167179 50.0
Benzene, 2-ethy... 13.108 15.7 ug/L 52590 3 11.816 167179 50.0
1H-Indene, 2,3-... 13.253 8.4 ug/L 28132 3 11.816 167179 50.0
Benzene, 2-bute... 13.291 33.5 wug/L 112054 3 11.816 167179 50.0
Benzene, 1-meth... 13.449 173.0 wug/L 578428 3 11.816 167179 50.0
Naphthalene, 1,... 13.623 45.5 ug/L 152147 3 11.816 167179 50.0
Benzene, (3-met... 13.735 11.3 ug/L 37912 3 11.816 167179 50.0
Azulene 14.086 143.5 wug/L 479791 3 11.816 167179 50.0
Naphthalene, 1-... 15.227 13.1 ug/L 43640 3 11.816 167179 50.0
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