LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46140.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 63 82 110 rBV2 185846 337913 4.30% 0.536%
2 1.735 116 123 135 rVB 60539 74171 0.94% 0.118%
3 1.919 172 180 196 rVB 85796 120918 1.54% 0.192%
4 2.378 312 323 346 rVB 636257 955053 12.14% 1.516%
5 2.571 371 383 395 rBV 201149 333296 4.24% 0.529%
6 2.652 395 408 438 rVB 137019 422210 5.37% 0.670%
7 3.359 617 628 643 rVB2 16445 33343  0.42% 0.053%
8 3.874 772 788 810 rVB 55364 129344 1.64% 0.205%
9 3.993 810 825 842 rBV4 6253 15836 0.20% 0.025%
10 4.671 1011 1036 1078 rBV3 1202404 3224721 40.99% 5.120%
11 5.e66 1133 1159 1188 rBV 168762 400643 5.09% 0.636%
12 5.729 1343 1365 1370 rBV2 339313 850896 10.82% 1.351%
13 5.777 1370 1380 1401 rVB 1657542 3464613 44.04% 5.501%
14 6.156 1478 1498 1514 rBV 58934 122372 1.56% 0.194%
15 6.250 1515 1527 1543 rVWV 59454 109995 1.40% 0.175%
16 6.542 1600 1618 1633 rBV 35896 70233 0.89% 0.112%
17 6.693 1650 1665 1678 rBV 201543 388108 4.93% 0.616%
18 6.771 1679 1689 1711 rVvB2 33550 79800 1.01% 0.127%
19 6.925 1725 1737 1752 rBV 8662 15192 0.19% 0.024%
20 7.568 1923 1937 1949 rBV 122543 210870 2.68% 0.335%
21  7.793 1995 2007 2024 rBV 78139 139794 1.78%  0.222%
22 7.899 2026 2040 2050 rBV 440632 766175 9.74% 1.216%
23 7.973 2050 2063 2103 rVB 4441975 7765256 98.71% 12.329%
24  8.179 2116 2127 2136 rBV 82993 136404 1.73% 0.217%
25  8.234 2136 2144 2165 rVB 39730 79289 1.01% 0.126%
26 8.552 2231 2243 2256 rVB2 45214 74703 0.95% 0.119%
27 8.632 2256 2268 2280 rBV 416555 721208 9.17%  1.145%
28 9.369 2478 2497 2503 rBv4 13852 34867 ©0.44%  0.055%
29 9.420 2504 2513 2518 rBV 77782 125749 1.60% 0.200%
30 9.571 2546 2560 2582 rBV 2008887 3258680 41.42% 5.174%
31 9.693 2583 2598 2615 rVV 4763087 7867111 100.00% 12.490%
32 9.777 2615 2624 2636 rVV 103371 177681 2.26% 0.282%
33 9.851 2637 2647 2654 rVV5 7486 16189 0.21% 0.026%
34 9.912 2654 2666 2687 rVB4 38096 83031 1.06% ©0.132%
35 10.102 2710 2725 2747 rVV2 2094818 3652371 46.43% 5.799%
36 10.233 2748 2766 2777 rVWV 86325 149457 1.90% 0.237%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis

37 10.359 2792 2805 2830 rBV4 46780 107695 1.37% 0.171%
38 10.484 2832 2844 2856 rBV 296342 472868 6.01% 0.751%
39 10.571 2856 2871 2892 rVB 3465036 5692301 72.36% 9.037%
40 10.684 2897 2906 2917 rVB 37341 60111 0.76% 0.095%
41 10.758 2917 2929 2944 rVB 308530 493371 6.27% ©.783%
42 10.854 2952 2959 2964 rBV5 10794 15219 0.19% 0.024%
43 10.905 2964 2975 2986 rBV 149522 240013 3.05% 0.381%
44 10.999 2986 3004 3022 rBV2 600674 1347819 17.13% 2.140%
45 11.089 3022 3032 3047 rVB2 386235 616226 7.83% 0.978%
46 11.163 3047 3055 3065 rVB2 27155 42027 0.53% 0.067%
47 11.291 3083 3095 3112 rBV 303229 550271 6.99% 0.874%
48 11.417 3126 3134 3138 rBV6 11641 16107 0.20% 0.026%
49 11.468 3138 3150 3163 rVB 1318417 2015052 25.61% 3.199%
50 11.536 3163 3171 3176 rBV 68271 97305 1.24% 0.154%
51 11.571 3176 3182 3197 rVV2 100674 172059 2.19% 0.273%
52 11.645 3198 3205 3213 rVB2 38729 53545 0.68% 0.085%
53 11.738 3223 3234 3244 rVB4 60092 126906 1.61% 0.201%
54 11.812 3245 3257 3272 rBV3 106907 258489 3.29% 0.410%
55 11.896 3272 3283 3302 rBV 449700 726539  9.24%  1.154%
56 12.057 3323 3333 3338 rBV 181993 277020 3.52%  0.440%
57 12.095 3338 3345 3363 rVB3 303796 576702 7.33% 0.916%
58 12.195 3363 3376 3394 rVB3 609007 1377365 17.51% 2.187%
59 12.314 3397 3413 3425 rBV 111180 203760 2.59% 0.324%
60 12.378 3425 3433 3446 rVB 38374 60573 0.77% 0.096%
61 12.465 3447 3460 3465 rBV 74935 131797 1.68% 0.209%
62 12.571 3483 3493 3501 rBV 93571 134977 1.72% 0.214%
63 12.619 3501 3508 3519 rVV5 18508 41454 0.53% 0.066%
64 12.684 3519 3528 3547 rVWW4 43034 102754 1.31% 0.163%
65 12.770 3547 3555 3562 rvv2 45533 67401 0.86% 0.107%
66 12.812 3562 3568 3579 rVV3 35337 58285 0.74% 0.093%
67 12.876 3580 3588 3595 rVV3 33149 52346 0.67% ©0.083%
68 12.950 3599 3611 3626 rVV2 279952 563731 7.17% ©.895%
69 13.028 3626 3635 3646 rVB 118995 191863 2.44% 0.305%
70 13.294 3709 3718 3728 rVV2 61631 98327 1.25% 0.156%
71 13.420 3746 3757 3759 rBV3 55737 75774 0.96% 0.120%
72 13.452 3760 3767 3777 rVV3 134657 233930 2.97% 0.371%
73 13.513 3777 3786 3799 rVV 281868 434147 5.52% 0.689%
74 13.626 3811 3821 3834 rBV4 82106 140451 1.79% 0.223%
75 13.738 3844 3856 3867 rBV 338007 566924  7.21%  0.900%
76 13.841 3880 3888 3890 rBV4 42074 54514 0.69% 0.087%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 13.867 3891 3896 3908 rVB2 78605 118436 1.51% ©0.188%
78 13.941 3914 3919 3931 rVB5 17655 30243 0.38% 0.048%
79 14.085 3951 3964 3981 rVB 3372612 5375931 68.33% 8.535%
80 14.204 3991 4001 4013 rVB 72460 131159 1.67% 0.208%
81 14.285 4016 4026 4037 rBV9 22691 51041 0.65% ©0.081%
82 14.420 4061 4068 4082 rVvV 56229 91951 1.17% 0.146%
83 14.507 4082 4095 4109 rVvV3 38924 93798 1.19% 0.149%
84 14.677 4136 4148 4159 rBV7 23136 57888 0.74% 0.092%
85 14.809 4182 4189 4199 rVB2 10152 15905 0.20% 0.025%
86 14.876 4202 4210 4220 rVB3 16864 25594 0.33% 0.041%
87 15.011 4241 4252 4265 rBV7 23765 46293 0.59% 0.073%
88 15.220 4305 4317 4343 rVB 600078 969812 12.33%  1.540%
89 15.339 4343 4354 4362 rBV3 11061 18150 0.23% 0.029%
90 15.410 4362 4376 4388 rBV 276327 456156 5.80% 0.724%
91 15.950 4529 4544 4559 rBV 56349 113815 1.45% 0.181%
92 16.146 4596 4605 4611 rVvv2 20627 31550 0.40% 0.050%
93 16.185 4611 4617 4629 rVB7 11123 17912 0.23% 0.028%
94 16.262 4629 4641 4665 rBV2 55310 111538 1.42% 0.177%
95 16.407 4675 4686 4692 rVV 57832 91996 1.17% 0.146%
96 16.445 4692 4698 4710 rVB 42823 65786 0.84% 0.104%
97 16.632 4740 4756 4771 rBV3 18803 41963 0.53% 0.067%
98 16.783 4791 4803 4813 rBV2 12544 21811 0.28% 0.035%
99 16.880 4825 4833 4841 rBV4 12548 19290 0.25% 0.031%
100 17.095 4890 4900 4918 rVV5 13550 32071 0.41% 0.051%
Sum of corrected areas: 62985599
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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\VU120721\

: VUe46140.D

: 07 Dec 2021 15:03
: SY/MD

. M4960-11

5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU046140.D\data.ms
4000000
3000000
2000000
5.777
4.671
1000000
2.378
1.6 2.5745 066 51 6.69
. Y4735.919 2 3.359 3.83493 5 6.45850 6.542 4.7
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU046140.D\data.ms
7.973 9.693
4000000
10.571
3000000
10.102
2000000 9.571
11.468
1000000
10999 121
7.8 8.632 089 11.89
10.48410.7, @ 1.291
0,6925 7:2687.793)] | 84784 8.5% 93480 | |4 4912 | 10283859\ 10,6 ﬁ 163i1- M@}p%l
: e A A T R
Time--> 700 750 8.00 8.50 9.00 9.50 10.00 10.50 1100 11.50 1200
Abundance TIC: VU046140.D\data.ms
4000000
14.085
3000000
2000000
1000000
15.220
50g 33.738 15.410
o ag%@ggm 13,28 6%@@74 1412049342502, AATaGIER011 15330 15.950561 62T 6BRT8807.095
T T T T ’ T T T T ‘ T T T T ‘ T T T T
Time--> 1250 1300 1350 1400 1450 1500 1550 16.00 16.50 17.00 17.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03

Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

Library Search Compound Report

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Peak Number 2 Ethyl ether

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
2378 434.13 ug/l 955053  1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 camteo 000060-29-7 91

2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H1e0 000060-29-7 83
4 Ethyl ether 74 C4H1e0 000060-29-7 72
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 72
Abundance Scan 323 (2.378 min): VU046140.D\data.ms (-312) (-) m/z 59.05 100.00%
59.0
74.0
45.0
5000
T
‘ 2.00 2.20 2.40 2.60
Obr e e i i e 930 7 7405 79.53%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #973: Ethyl ether
31.0
59.0
5000 450 740 L L B I B L R I B
2.00 2.20 2.40 2.60
m/z 44.95 63.19%
150 N ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #972: Ethyl ether
31.0
59.0 SRR i CE——
74.0 2.00 2.20 2.40 2.60
5000 45.0 m/z 43.00 17.35%
P A N M
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #970: Ethyl ether T
31.0 2.00 2.20 2.40 2.60
m/z 41.00 11.80%
5000 59.0
45.0 74.0
15.0 ‘
oH‘_:‘wwmuumuwH‘mwmwuu_m,‘ R v A S
m/z--> 10 20 30 40 50 60 70 80 90 100 2.00 2.20 2.40 2.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03

Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Peak Number 3

Diisopropyl ether

Concentration Rank 53

R.T. EstConc Area Relative to ISTD R.T.

3.993 7.20 ug/L 15836 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 64
2 Diisopropyl ether 102 C6H140 000108-20-3 64
3 Diisopropyl ether 102 C6H140 000108-20-3 64
4 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 64
5 Diisopropyl ether 102 C6H140 000108-20-3 9

Abundance Scan 825 (3.993 min): VU046140.D\data.ms (-810) (-) m/z 45.00 100.00%
45.0
5000
87.0
LR R R
‘ 59"0 3.60 3.80 4.00 4.20 4.40
0 H‘w_‘H_H“H\H_‘H_m“w_wwww m/z 43.00 48.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4985: Diisopropyl ether
45.0
5000 n‘\ﬂ\‘\‘\u‘uu‘uu‘ﬂ\
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.00 33.63%
27.0 59.0
O 15‘0 ‘ | ‘ ‘\ 4 ‘ | 10\2'0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
Pl e
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.00 24.92%
87.0
59.0
0 15'0 27‘0\ I ‘\ Wy ‘ 7\1- 102'0
R R R SRR RER R
miz--> 10 20 30 40 50 60 70 80 90 100 110 m m m m
Abundance #4986: Diisopropyl ether nh““‘u““‘W““_‘
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.00 16.30%
5000
87.0
59.0
ol 180 270 Il 102.0
e e e e e Pl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40

SFAMULM112921WMA.M Fri Dec 10 16:27:59 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 2-Butanone, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.156 55.63 ug/L 122372  1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
2 2,3-Butanedione 86 C4H602 000431-03-8 64
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
4 2-Pentanone 86 C5H100 000107-87-9 53
5 2-Pentanone 86 C5H100 000107-87-9 53

Abundance Scan 1498 (6.156 min): VU046140.D\data.ms (-1478) (-) m/z 43.00 100.00%

43.0
5000
86.1 T T
550 71.0 5.80 6.00 6.20 6.40
ot R e m/z 86.10  22.54%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1988: 2-Butanone, 3-methyl-
43.0
5000 L L L I R I IR B
5.80 6.00 6.20 6.40
970 86.0 m/z 41.00 16.04%
150 ‘\ 71.0
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 50 60 70 80 90
Abundance #1865: 2,3—Butanedione
43.0
TR P S
5.80 6.00 6.20 6.40
5000 mz 39.00 7.96%
15.0 86.0
0 ‘ 28.0 ., 57.0 69.0
R B B e R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1989: 2-Butanone, 3-methyl-
43.0 5.80 6.00 6.20 6.40
m/z 71.00 5.52%
5000
86.0
27.0 71.0
) AN NS P17 S R NS SNMS M
m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Library Search Compound Report

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 unknown-01

Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
6.771  36.27 ug/L 79800 1,4-Difluorobenzene 6.253
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 46
2 2-Pentanone 86 C5H100 000107-87-9 46
3 2-Pentanone 86 C5H100 000107-87-9 43
4 2-Pentanone 86 C5H100 000107-87-9 43
5 2-Pentanone 86 C5H100 000107-87-9 43
Abundance Scan 1689 (6.771 min): VU046140.D\data.ms (-1679) (-) m/z 43.00 100.00%
5000
86.1 TR
‘ 55.0 71.0 98.1 6.40 6.60 6.80 7.00
Ottt 8L sz 4s.ee 43.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1924: 2-Pentanone
43.0
5000 \‘HH’HH‘H\‘\‘HH’\
6.40 6.60 6.80 7.00
m/z 86.10 20.82%
86.0
15.0 27‘0 | 58‘».0 7]1.0
O\\‘\\\\‘\\\\‘\\\\“}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1918: 2-Pentanone
43.0
ST ¥ A
6.40 6.60 6.80 7.00
5000 m/z 41.00 14.04%
86.0
27.0 58.0 71.0
ob 280 e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1921: 2-Pentanone “““H,““_“‘_“‘,
43.0 6.40 6.60 6.80 7.00
m/z 71.00 11.46%
5000
86.0
27.
150 *1° | s80 T
ottt G el
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 6 3-Pentanone Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
6.925 6.91 ug/L 15192 1,4-Difluorobenzene 6.253

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 78
2 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 9
3 3-Pentanone 86 C5H100 000096-22-0 9
4 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 9
5 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 7

Abundance Scan 1737 (6.925 min): VU046140.D\data.ms (-1725) (-) m/z 57.00 100.00%

57.0
5000
86.1 SIS 0 VA U
419 6.60 6.80 7.00 7.20
-ttt m/z 86.10 23.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1927: 3-Pentanone
57.0
5000 u‘u/\u‘"uu‘uu,uu‘
6.60 6.80 7.00 7.20
29.0 86.0 m/z 56.00 3.77%
O 150 \‘\‘ \4%\0 Ly ‘
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2005: Propanal, 2,2-dimethyl-
210 57.0 A
 ERAEEEEEE T
6.60 6.80 7.00 7.20
5000 m/z 41.90 3.57%
29.0 86.0
o180 L Ll e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1919: 3-Pentanone A e
57.0 6.60 6.80 7.00 7.20
m/z 55.00 3.35%
29.0
5000
86.0
o180 JJ 40 7o TR YA A
m/z--> 10 20 30 40 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 8 2-Pentanol, 4-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
8.234  31.53 ug/L 79289 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 78
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 78
5 2-Hexanol 102 C6H140 000626-93-7 72

Abundance Scan 2144 (8.234 mln) VU046140.D\data.ms (-2136) (-) m/z 45.00 100.00%

48.0
5000
69.0
56.0 ‘ 87.0 1 8.00 8.20 8.40 8.60
Ol el L1000 s 43,00 30.47%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5015: 2-Pentanol, 4-methyl-
45.0
5000
8.00 8.20 8.40 8.60
69.0 m/z 69.05  28.29%
7. .
NECT N N N LAY
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4963: 2-Hexanol
45.0
“H“_“W‘H“H‘WAF
8.00 8.20 8.40 8.60
5000 m/z 41.00  22.59%
69.0
27.0 ‘
56.0 84.0
TN T S
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5016: 2-Pentanol, 4-methyl- ““‘H“““‘_“‘,“
45.0 8.00 8.20 8.40 8.60
m/z 39.00 9.25%
5000
69.0
27, 57.0 87.0
oL 150 277 L L 1010

m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 9 2-Hexanone, 5-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.777 70.65 ug/L 177681  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
3 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 91
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 87

Abundance Scan 2624 (9.777 min): VU046140.D\data.ms (-2615) (-) m/z 43.00 100.00%
43.0

5000 58.0
71.0
9.50 10.00
1 | | el 991 1141 .
O R e L e e AARARAR m/z 58.00 48.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8507: 2-Hexanone, 5-methyl-
43.0
5000 A A~
58.0 9.50 10.00
m/z 57.05 14.99%
71.0
o 210 gl T 850 990 1140
\H‘\H\‘HH‘HH‘\H\‘HH‘HH‘\H\‘\H\‘HH‘\H\‘H\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8491: 2-Hexanone, 5-methyl-
43.0 /L
T
950 1000
5000 m/z 71.05 13.41%
58.0
27.0
oo ] 850 99.0 1140
R R R e T T e A RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\ J\H
Abundance #8503: 2-Hexanone, 5-methyl- B A e
43.0 9.50 10.00
m/z 41.00 12.46%
5000
58.0
27.0
71.0
B R mams e e a = ——
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 10 unknown-02 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
9.851 6.44 ug/L 16189 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 33
2 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9
3 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 5
5 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 5

Abundance Scan 2647 (9.851 min): VU046140.D\data.ms (-2637) (-) m/z 73.10 100.00%
3.1

550 %
WAL )
- A
41‘-0 | 509 9.50 10.00
Ol L R mjz ss.e5  84.57%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9513: 3-Pentanol, 2,4-dimethyl-
73.0 /hﬂJlAAurfx
5000 55.0 /L ‘ T
9.50 10.00
43.0 m/z 72.00 16.32%
27.0
O\\‘:!-\5\.0\‘\\\‘\“‘\\\\“‘\\‘\\‘\\“\‘\\\\‘1}\\‘?\5\.0\‘\\9\8\.‘0\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9489: 3-Hexanol, 2-methyl-
55.0 73.0 A A
Aa Il SV
9.50 10.00
5000 43.0 m/z 41.00 15.02%
27.0
AN T O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9487: 3-Hexanol, 2-methyl- P =
55.0 73.0 9.50 10.00
m/z 69.00 10.06%
43.0
5000 27.0
Ot b Ml 870 101.0 2 ﬂmpﬁmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 11 4-Heptanone

Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
9.912 33.01 ug/L 83031 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone 114 C7H140 000123-19-3 81
2 4-Heptanone 114 C7H140 000123-19-3 74
3 4-Heptanone 114 C7H140 000123-19-3 74
4 3-Hexanone, 2-methyl- 114 C7H140 007379-12-6 64
5 1,1-Di(isobutyl)acetone 170 C11H220 040264-43-5 59
Abundance Scan 2666 (9.912 min): VU046140.D\data.ms (-2654) (-) m/z 71.10 100.00%
43.0 71.1
5000 J\M
114.1 I S
8.0 10.00
99.1
om_mwwHMMH"ﬁ!‘!‘_‘m}mHﬁ?\?mu“w_m_‘ m/z 43.00  88.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8427: 4-Heptanone
43.0 71.0
5000
10.00
27.0 114.0 m/z 44.95 34.26%
oL %0 | 0990
H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8425: 4-Heptanone
43.0
71.0 W\A
S —
10.00
m/z 40.95 28.55%
5000 27.0
114.0
0 14,0 il “\“\ 5\?0 | 86.0 990
S L s e A RARRAREE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8432: 4-Heptanone =
43.0 71.0 10.00
m/z 114.10  21.46%
5000
270 550 114.0
O ‘\ “H L ‘. | 86.0 99\.0
e e A e RARRaEanaTE s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Library Search Compound Report

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 12 2-Heptanone

R.T. EstConc

10.233 59.43 ug/L

Concentration Rank 15

Area Relative to ISTD R.T.

149457 Chlorobenzene-d5

000110-43-0 91
000110-43-0 91
000110-43-0 91
000110-43-0 91

Hit# of 5 Tentative ID MW MolForm
1 2-Heptanone 114 C7H140
2 2-Heptanone 114 C7H140
3 2-Heptanone 114 C7H140
4 2-Heptanone 114 C7H140
5 2-Heptanone 114 C7H140

Abundance Scan 2766 (10.233 min): VU046140.D\data.ms (-2748) (-
3.0

000110-43-0 86

m/z 42.95 100.00%

58.0
5000
71.1
‘M ] ‘ 850 99.0 114.1 1000 10.50
s RS W iviist DM RS m/z . 75.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone
43.0
58.0
5000 P —4
10.00 10.50
m/z 71.10 19.43%
27.0 71.0
T kT eso 990 1140
H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\H\‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8423: 2-Heptanone
43.0
— =
58.0 1000 10.50
5000 mz 12.32%
27.0 71.0
. T 850 990 1140
rrrrrrrrrt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone
43.0 10.00 10.50
m/z . 11.14%
58.0
5000
27.0 710
Ll | ss0 se0 1140
0“w‘Hw‘u‘_‘HM‘H‘HMWH‘W‘H‘_H‘_‘H‘HH‘J‘W“ D —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 14 1,5-Cyclooctadiene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.571 2263.36 ug/L 5692300 Chlorobenzene-d5 9.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Cyclooctadiene 108 C8H12 000111-78-4 90
2 1,5-Cyclooctadiene 108 C8H12 000111-78-4 87
3 1,5-Cyclooctadiene 108 C8H12 000111-78-4 87
4 1,5-Cyclooctadiene, (Z,Z)- 108 C8H12 001552-12-1 83
5 1,5-Cyclooctadiene 108 C8H12 000111-78-4 83

Abundance Scan 2871 (10.571 min): VU046140.D\data.ms (-2856) (-  m/z 54.10 100.00%

54.1 67.0
80.1
5000 39.0
93.1 ‘ O‘ d 1
| | | o
108.1
0 ",‘m,w,mu;w‘,‘\‘ ‘wH“JWH“uw‘w‘w‘”%z‘?‘?‘ m/z 67.65 99.38%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #6109: 1,5-Cyclooctadiene
54.0
39.0 67.0
5000 80.0 ‘
10 50
m/z 80.10 61.60%
% ||
O \\’HH’H‘\‘\’HH"HH"M ‘\\‘1\H‘\H‘\‘HH‘HH‘\]—\(\)\S‘?H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #6110: 1,5-Cyclooctadiene
54.0 67.0
\
10 50
5000 80.0 m/z 79.05 57.18%
39.0
108.0
N1 v .
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #6103: 1,5-Cyclooctadiene /\—‘ I
54.0 570 10 50
m/z 39.00 44.19%
5000 39.0 80.0
0 26‘ \‘ \‘\‘\ “\ ‘ “ 1080 /\

Frprrerr e e e e e e e ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 lO 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 15 4-Heptanone, 3-methyl- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.684 11.63 ug/L 60111 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 94
2 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 90
3 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 64
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
5 4-Octanone 128 C8H160 000589-63-9 59

Abundance Scan 2906 (10.684 min): VU046140.D\data.ms (-2897) - m/z 71.10 100.00%

57.0 71.1
43.0
5000
85.1

128.1 RAT SN IS
100.1 1050 11.00

et el L m/z 57.65  87.05%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14395: 4-Heptanone, 3-methyl-
43.0 57.0 71.0

o

5000 T
10 50 11 00
29.0 85.0 128.0 m/z 43.00 59.26%
100.0
OH\‘\\\\‘HH‘HH[HH‘HW\‘\H\‘1\\\‘\\\\‘\\\\}\Hq“]\-ﬁ.g\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14394: 4-Heptanone, 3-methyl-
57.0 71.0
43.0
10 50 11 00
5000 m z 41.00 34.86%
27.0 85.0 128.0
I T . B
O et et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14349: 4-Heptanone, 3-methyl- =
43.0 57.0 71.0 10 50 11.00

m/z 85.10  20.15%

5000 27.0 /\J\
85.0
128.0
100.0
o130 | |- 1140 J\m /\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 16 3-Hexanol, 3,5-dimethyl- Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.
10.854 2.94 ug/L 15219 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 50
2 3-Heptanol, 3-methyl- 130 C8H180 005582-82-1 40
3 3-Hexanol, 3,5-dimethyl- 130 C8H180 004209-91-0 38
4 Pentanoic acid, 2-(aminooxy)- 133 C5H11NO3 005699-55-8 37
5 Heptane, 3-chloro-3-methyl- 148 C8H17C1 005272-02-6 35

Abundance Scan 2959 (10.854 min): VU046140.D\data.ms (-2952) (-  m/z 73.05 100.00%

55.0 73.0
5000 101.1
41,0
‘ /\A il
‘ ‘ ‘ H 115.0 10 50 11. 00
0brererrerreeeperblbl L LT w2 ss.ee 88.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15756: 3-Hexanol, 3,5-dimethyl-
73.0
55.0
5000
1050 1100
27.0 101.0 m/z 45.49%
I] L] o
O\\‘\\r\Q\‘\\H“H\\}H\\“\‘\1\’\H”"\}H‘HH‘H\‘\‘\H\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15731: 3-Heptanol, 3-methyl-
A RV W
55.0 10.50 11.00
5000 m/z 40.94%
101.0
27.0 41'ﬁ 1150
oH_m‘HM“H‘u“mw:u,‘mlw”wmwwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15743: 3-Hexanol, 3,5-dimethyl-
73.0 1050 1100
m/z 101.10 39.52%
5000 5.
101.0
70 L) AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Library Search Compound Report

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 17 Benzene, propyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.906 46.43 ug/L 240013 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87

4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2

Abundance Scan 2975 (10.905 min): VU046140.D\data.ms (-2964) (-

013622-43-0 64
000140-28-3 64

91.05 100.00%

91.0
5000 M
1100
N 1‘2#1‘ 1010 240128L1 . 950,10 22.76%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 /\ \j\\‘\
11.00
m/ 92.10 10.89%
%, | ko
O\\\\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #10699: Benzene, propyl-
91.0 A
1100
5000 m/z 65.00 10.36%
39.0 121.0
owm‘w‘u‘”‘_‘”_ .
m/z--> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0 11 00
m/z 78.00 6.45%
5000 /Lﬂt
39.0
o B0 lame b
m/z--> 50 100 150 200 250 11.00

SFAMULM112921WMA.M Fri Dec 10 16:28:09 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 18 Benzene, 1-ethyl-3-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.999 260.71 ug/L 1347820 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91

Abundance Scan 3004 (10.999 min): VU046140.D\data.ms (-2986) (-  m/z 105.10 100.00%
106.1
5000 J\J\
1201 o JUL
77.1 911 11.00
0 51.0 ‘ ‘ ‘
Ol prrrrprrer it it b e m/z 120,05 29.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000 M 1
m/z 91.10 14.58%
39.0 77.0 91.0
OH‘\\\\‘2\\5\.‘9\\\\“‘\\Hi‘“\\ﬁ?\“(\)\‘\H‘H‘HHMH\‘\Hl\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
AVAVIW N
11.00
5000 m/z 77.10 11.51%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬁ\A, JA
Abundance #10722: Benzene, 1-ethyl-2-methyl- e 3
105.0 11.00
m/z 106.10 8.77%
5000
120.0
39.0 77.0 91.0 J\/\ A
M- v O N O MU B O 1| W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 19 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
11.163  8.13 ug/l 42027 1,4-Dichlorobenzene-d4  11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-d-(i-methy... 138 CleHis 001124-27-2 93

2 Cyclohexane, 1-methyl-4-(1-methy... 138 C10H18 001879-07-8 91
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10OH18 000500-00-5 90
4 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 87
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 74

Abundance Scan 3055 (11.163 min): VU046140.D\data.ms (-3047) (-  m/z 95.10 100.00%

81.1 95.1
67.0
5000 138.2
39.0 123.1 A a0 r\h/\/\“/\

‘ ‘ ‘ 109.1 11,00 11,50
owHH_Hwwm”w‘:‘;”“‘ ol e e m/z 81,100 99.94%
miz--> 20 30 40 50 60 70 80 90 100 110120130140
Abundance #19538: Cyclohexane, 1-methyl-4-(1-methylethylidene)-
81.0 93.0
67.0
5000 11,00 11,50
53)0
123.0 1380 m/z 67.05  65.62%
Ll ] oo |
O\‘\\\\‘\\\\‘\\\\‘M\1‘\‘\\\\‘\\\‘\‘\‘\\\“\‘1\\‘\\\\“\\\\‘\i\\‘\\\\“\\\\
miz--> 20 30 40 50 60 70 80 90 100110 120130 140

Abundance #19550: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis-

81.0 95.0 M\
[l Tulhad

P — 7
11.00 11.50

67.0
5000 41.0 m/z 68.00  47.55%
138.0
‘ 109.01230
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A
Abundance  #19531: Cyclohexene, 4rneﬁw|l(l|neﬂwkﬂhyb A‘ co ‘“‘M‘m‘
95.0 11.00 11.50
81.0 m/z 138.20  37.86%
5000
410 67.0 1230 138.0
o ‘H | 100 |
owHH_HwHH_HwHH_Hw‘HwHH_Ww_m‘w_m —t —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 20 Benzene, 1-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.291 106.44 ug/L 550271 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 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, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 3095 (11.291 min): VU046140.D\data.ms (-3083) (-  m/z 105.05 100.00%
105.1
5000
120.1 A
A
10 77.0 91.1 11.00 11.50
Obrrrrrr 330 200640 ULl w7 120.10 29.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 ! M A —
1200 11.00 11.50
m/z 91.10 1.91%
39.0 77.0 91.0
260 0 e30 "0 N0
OH‘\H\‘\\H‘\\11’\\Hi\\\\’\‘\‘\\‘\\\\‘\\H‘HH‘\‘\H‘H‘H“‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
1100 1150
5000 m/z 77.00 11.76%
120.0
77.0 91.0
ob 280 T e 830 e Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #10727: Benzene, 1-ethyl-4-methyl- L
105.0 11.00 11.50
m/z 106.10 9.19%
5000
120.0
79.0
0 850 | g0 | | ]
Ol e e b e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50

SFAMULM112921WMA.M Fri Dec 10 16:28:16 2021 Page:
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Data Path :
Data File

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

: VU046140.D

: 07 Dec 2021 15:03

: SY/MD

. M4960-11

: 5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

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

Peak Number 21 Benzene, 2-ethyl-1,3-dimethyl-

Concentration Rank 64

R.T. EstConc Area Relative to ISTD R.T.
11.417 3.12 ug/L 16107 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 52
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 50
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 50
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 49

Abundance Scan 3134 (11.417 min): VU046140.D\data.ms (-3126) (-  m/z 119.10 100.00%
119.1
91.0 AAA
5000
AN
71.0
‘ ‘ ‘ 11.50
[ — ‘ ”‘_w‘ L myz 91.e0  58.69%
m/z--> 0 20 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 }\
1150
m/z 43.00 37.50%
91.0
T ‘ T \1\5\0‘\‘\ \3\9‘"0\\‘\ \‘6‘\5‘9\ \“ T \‘\ T ’ “\ \w‘} T \J-:\g?.‘()\
m/z--> 0 20 40 60 80 100 120 140
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
1150
5000 m/z 45.00 33.27%
39.0 91.0
65.0
) S O W P NSO I
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0 1150
m/z 134.05 31.67%
5000
91.0
15.0 3%P %0 |1 ) 1880 i pﬂ
0 ‘“““““,“M“pw““““,““W““u“ P
m/z--> 0 20 60 80 100 120 140 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

VU046140.D

: 07 Dec 2021 15:03

: SY/MD

. M4960-11

: 5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

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

Peak Number 22 Benzene, 1-ethenyl-3-methyl-

Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
11.536 18.82 ug/L 97305 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 96
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 93
4 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e0 000622-97-9 93
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 90

Abundance Scan 3171 (11.536 min): VU046140.D\data.ms (-3163) (-  m/z 117.05 100.00%
117.1

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

91.0

SO TRl A
[ Ly |

10 20 30 40 50 60 70 80 90 100110120130

#10204: Benzene, 1-ethenyl-3-methyl-

118.0

91.0

3?-0 580 770 ‘
e L L il L
\

10 20 30 40 50 60 70 80 90 100110120130

#10205: Benzene, 1-ethenyl-2-methyl-

117.0

91.0
|

o w0
Ll i

10 20 30 40 50 60 70 80 90 100110120130

#10195: Benzene, cyclopropyl-

11y.0

91.0

51.0 65.0 ‘ ‘
27.0 | U | |

I /\M\M

11.50

m/z 118.10 87.60%
LN \
11.50

m/z 115.10  36.80%

AL

T b
11.50

m/z 91.05 28.75%

L b

11.50
m/z 103.00

12.01%

10 20 30 40 50 60 70 80 90 100110120130

SFAMULM112921WMA.M Fri Dec 10 16:28:18 2021
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03

Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Peak Number 23 2-Octanone

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
11.571 33.28 ug/L 172059 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 94
2 2-Octanone 128 C8H160 000111-13-7 91
3 2-Octanone 128 C8H160 000111-13-7 91
4 2-Octanone 128 C8H160 000111-13-7 87
5 2-0Octanone 128 C8H160 000111-13-7 81

Abundance Scan 3182 (11.571 min): VU046140.D\data.ms (-3176) (-

43.00 100.00%

43.0 58.0
5000
‘ ‘ ‘ 85.1 99111311282 1150
0 bbbl e b m/z 58.00 91.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14280: 2-Octanone
43.0 530
5000 r& ‘
11.50
71.05 20.73%
0l | 880 gggua0ize0
O\H‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14281: 2-Octanone
58.0
43.0
1150
5000 m/z 59.00 18.81%
O‘H_H‘_Hw‘uwu‘wui‘HH;HH_‘H_H‘_HW‘HWH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 Aﬁ NA /\
Abundance #14278: 2-Octanone R ey
43.0 11.50
m/z 41.00 17.94%
58.0
5000
27.0
o230 | 830 99011301280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 24 2-Octanol, (R)- Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
11.645 10.36 ug/L 53545 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanol, (R)- 130 C8H180 005978-70-1 64
2 2-Octanol, (S)- 130 C8H180 006169-06-8 64
3 2-Octanol, (S)- 130 C8H180 006169-06-8 64
4 2-Octanol, (R)- 130 C8H180 005978-70-1 64
5 2-Undecanol 172 C11H240 001653-30-1 64

Abundance Scan 3205 (11.645 min): VU046140.D\data.ms (-3198) (- m/z 45.00 100.00%
45,

5.0
105.1
5000
84.1 Mﬁfsd 12.00
: 134.1 . :
| S f%”PMu m“‘ TN A ‘1‘5‘4{‘2‘ m/z 105.18  61.96%
miz--> 20 40 60 80 100 120 140
Abundance #15673: 2-Octanol, (R)-
43.0
5000 A o j\ —
11.50 12.00
m/z 55.00 33.77%
270 | | 700 970 1350
O\\\‘\\\\" ‘\\\‘\\\\|‘1\\\‘\\1‘\|\\\\‘\\\\ 1
miz--> 20 40 60 80 100 120 140
Abundance #15674: 2-Octanol, (S)-
43.0
== —
11.50 12.00
5000 m/z 43.00 24.28%
270 | “ 700 970 1350
O e B o TR I I IR
miz--> 20 40 60 80 100 120 140
Abundance #15677: 2-Octanol, (S)- T —
45.0 11.50 12.00
m/z 41.00 21.49%
5000
27,0 700  97.0
bl 700 O ms0 JUb NS
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 26 1-Hexanol, 2-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.057 53.58 ug/L 277020 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
Abundance Scan 3333 (12.057 min): VU046140.D\data.ms (-3323) - m/z 57.05 100.00%
57.0
41.0
70.0 830 = :
981 12.00
1121
o,, m/z 41.e0 33.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 o
41.0 12.00
70.0 83.0 m/z 43.00 30.82%
H || 980 1120
O\\\‘\\\\‘\\\\’H\\‘\\H‘\\\\‘\\\\“H\\‘\1\\‘\\\1’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
T [
12.00
m/z 55.05 28.89%
5000 410 /
70.0 83.0
L0 m
0\\w\\u‘\u1’u\w\\H‘NH\M\\w\\u‘uwwwwwwwuw‘uwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl- T
57.0 12.00
m/z 70.05 25.47%
5000
70.0 83.0
\\ L0 m
O‘H‘HH‘HH,HH‘HH‘AH‘HM‘HH‘HH‘HH,HH‘MH“ 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14

Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 27 Benzene, cyclopropyl-

R.T. EstConc

12.095 111.55 ug/L

Hit# of 5

Tentative ID

1 Benzene, cyclopropyl-

2 Indane
3 Indane

4 Benzene, 2-propenyl-

5 Indane

Concentration Rank 7

Area Relative to ISTD R.T.

576702 1,4-Dichlorobenzene-d4 11.812
MW MolForm CASH# Qual
118 CS9H10 000873-49-4 76
118 CS9H10 000496-11-7 76
118 C9H1e 000496-11-7 76
118 C9H1e 000300-57-2 68
118 CS9H10 000496-11-7 68

Abundance Scan 3345 (12.095 min): VU046140.D\data.ms (-3338) (-

m/z 117.10 100.00%

1171
5000
9t 1200
63.0 .
39.0 134.2
oHH‘HH,Hww“mww“”‘M‘H!‘_m_ m/z 118.18  55.95%
m/z--> 20 40 60 80 100 120 140
Abundance #10197: Benzene, cyclopropyl-
11y.0
5000 /\‘ 1
91.0 12.00
51.0 m/z 115.10 33.24%
O\\\\‘Z\Z}.O\\“’\\“ “H ‘H“‘”‘\““““““‘
m/z--> 20 80 100 120 140
Abundance #10179.Indane
117.0
Ny JUUL
12.00
5000 m z 91.10 17.07%
39.0 580 910
13.0
0 20, “1““““q“ ‘iod‘ “gd‘ ‘iid f\A
m/z-->
Abundance #10181Jndane \\jb\ :
117.0 1200
m/z 119.10 13.62%
5000
91.0
39.0 63.0 /MA /\
owl‘S‘O‘HH‘,mM‘M‘MH‘H“H,u”lu””_ AR
m/z--> 20 40 60 80 100 120 140 12.00
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Data Path :
Data File

Acqg O

n

Operator

Sampl
Misc

ALS Vi

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

e

ial

: VU046140.D

: 07 Dec 2021 15:03

: SY/MD

. M4960-11

: 5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

: VOC Analysis

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

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

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

Peak Number 28 Indene

Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.314 39.41 ug/L 203760 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 Indene 116 C9H8 000095-13-6 90
5 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90

Abundance Scan 3413 (12.314 min): VU046140.D\data.ms (-3397) (-
1

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

11

m/z 115.10 100.00%

b UL n
63.0 89.1
39.0 ‘ ] 134.1 12.00 12.50
reprrrrrrrrrprrrbpb b et sttt e b e m/z 116.10  99.16%
10 20 30 40 50 60 70 80 90 100110120130140
#9541: Indene
116.0
Jadl
12.00 12.50
m/z 89.10 13.30%
39.0 63.0 89.0 |
| ITRENTRNIN . I
H‘HH‘H\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘H\‘HH‘HH‘H
10 20 30 40 50 60 70 80 90 100110120130140
#9547: Benzene, 1-propynyl-
115.0
WEEE TV REF Y. WAL
12.00 12.50
m/z 63.00 12.40%
390 630 890
Il 4l Il I L H‘
e e e e e e
10 20 30 40 50 60 70 80 90 100110120130140
#9550: 3-Methylphenylacetylene ‘ ‘
115.0 1200 1250
m/z 117.10 10.40%
63.0 89.0
39.0
10 20 30 40 50 60 70 80 90 100110120130140 1200 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 29 Benzene, 1-methyl-4-propyl- Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.378 11.72 ug/L 60573 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 94
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 91
4 Benzene, (1l-methylpropyl)- 134 C1eH14 000135-98-8 91
5 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 3433 (12.378 min): VU046140.D\data.ms (-3425) (-  m/z 105.10 100.00%
105.1
5000
134.0 ,/\K =
77.0 12.00 12.50
39.0
Oberrrrprrrrprorster 0o b b W i e m/z 134,00 22.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0 f«
5000 T /\J\\ T T /\\ \j
12.00 12.50
134.0 m/z 106.10 9.78%
77.0
O\\‘H\\‘%Z\"()HH“H?]‘T\.?\‘\‘\‘H‘\Hm‘\\H“i\H‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0 J\A
12.00 12.50
5000 m/z 77.00 9.16%
134.0
77.0
0 15'0 Il 39‘.\0 Il 62'0 H Il ‘\‘ L ‘\
P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M M
Abundance #17057: Benzene, 1-methyl-2-propyl- A e et
105.0 12.00 12.50
m/z 79.00 7.77%
5000
134.0
27.0 77.0 M
O\wHHMHM\HWH?%RWHMWHMhHwMHwNMMH”\HwNHM\ = P =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

Quant Title : VOC Analysis

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

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

Peak Number 30 o-Cymene

Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
12.465 25.49 ug/L 131797 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C1leH14 000527-84-4 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 3460 (12.465 min): VU046140.D\data.ms (-3447) (-
119.1

m/z 119.10 100.00%

5000
134.1 p& /Jm
91'1 T T T ‘ T /\\\ T
390 es0 || 12.50
0 bbb bl WL L myz 134005 30.31%
m/z--> 20 40 60 80 100 120 140
Abundance #16997: 0-Cymene
119.0 ﬂq
5000 (d\ 7 I
12.50
91.0 134.0 m/z 91.10  17.65%
41.0 65.0 ‘
O 1T ‘ T ‘\ T “‘ T ‘\ \H‘ ‘\‘ T \‘ ‘ T \ \ T ‘ m T w‘l LI ‘\ ‘ T
miz--> 20 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
1250
5000 m/z 105.10 14.22%
91.0 134.0
39.0 65.0 ‘
X B Y T N N
m/z--> 20 40 60 80 100 120 140 N
Abundance #16998: 0-Cymene ‘A}Ar 4
119.0 12.50
m/z 77.00 10.59%
5000
134.0
91.0
olso 2L 0 L L el
m/z--> 20 40 60 80 100 120 140 1250
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
: VUe46140.D

: 07 Dec 2021 15:03

: SY/MD

. M4960-11

5.0mL/MSVOA_U/WATER

: 14  Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

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

Peak Number 31 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.571 26.11 ug/L 134977 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 o-Cymene 134 C1leH14 000527-84-4 97
4 o-Cymene 134 C10H14 000527-84-4 97
5 p-Cymene 134 C10H14 000099-87-6 95
Abundance Scan 3493 (12.571 min): VU046140.D\data.ms (-3483) (-  m/z 119.10 100.00%
119.1
5000
134.1 /\ /\AA
91.0 : e
390 680 | | ol ‘ o ;
otr————p—b it e m/z 134.05 27.99%
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 AJ\M — A \
12.50
910 134.0 m/z 91.05 15.82%
04 \1\5\.0‘ T \4]‘-\0\ 5 \“??'9\ \‘”‘ 1T ‘W\ \‘\w T T
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0 f\A«ﬁ\Jq\/vk
e
12.50
5000 m/z 120.10 9.05%
134.0
91.0
olaso 00 L L
mfz--> 20 40 60 80 100 120 140 /\
Abundance #16996: o-Cymene R A\‘
119.0 12.50
m/z 117.10 8.51%
5000
134.0
150 390  g5o 1O ‘
X S N PV S P PSP A N Ao pll
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\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 32 (E)-1-Phenyl-1-butene Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
12.619 8.02 ug/L 41454  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C1OH12 028749-81-7 87
4 Benzene, 2-butenyl- 132 C1OH12 001560-06-1 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 3508 (12.619 min): VU046140.D\data.ms (-3501) (-  m/z 117.10 100.00%
117.1
132.1
5000 \
L SVL At
43.0 640 831 1020 12.50 13.00
owwwH‘;‘:MHmJ:u,s‘!hwuu:‘:“:‘m,hum:m,"HWU;“HW m/z 132.05 57.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
A N m/\
5000 PN RS
91.0 132.0 12.50 13.00
51.0 m/z 115.05  43.25%
28.0 | 7610 |
O\\‘H\\‘\\\‘1“H\\"\\HM‘HHM\\‘\Mh\‘H\\H\H‘M\\’\H!‘\H‘““\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
L 4y
12.50 13.00
5000 132.0 m/z 131.05 11.51%
91.0
51.0
21.0 et 7EHO ‘
O+t e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #16182: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- o ‘”A‘ pla—
132.0 12.50 13.00
m/z 116.10 10.30%
117.0
5000
39.0 910
gr
0 u‘uu‘uﬁ‘u\Lu\qhuWJNW\MWMHHH\HHWHM\M‘HNWL\wu A e =
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Data Path :

Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14

Quant Method

Quant Title : VOC Analysis

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

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

Peak Number 33 Indan, 1-methyl-

Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
12.684 19.88 ug/L 102754 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 83
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 83
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83

Abundance Scan 3528 (12.684 min): VU046140.D\data.ms (-3519) (-

m/z 117.10 100.00%

1171
5000
132.1 Ao Aol
91.0 Rl b e
12.50 13.00
390 57.3 ‘
0 HwWwmu‘m‘M‘Jwﬁwwmm‘mWl“‘_ws““ww m/z 115.85  34.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11y.0
5000 1250  13.00
132.0 :
91.0 m/z 132.05 27.18%
39.0 65.0 ' ‘
O \\‘H\\‘H\‘\‘H\\“H\\i‘\‘\\}‘\‘H\\‘\H‘\‘\H\“\H\‘\\H‘HH‘\\\}“‘\‘\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0 A
A 45 Ao
132.0 12.50 13.00
5000 m/z 119.10  18.09%
91.0
39.0 65.0
0\\%%RuJwumhuuWM\NMW\NMHHWMHHWHMMM\HMM\WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /J{
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- e [\—‘ T
117.0 12.50 13.00
m/z 91.05 17.02%
132.0
5000
91.0
51.0
02107®0 /&A r— —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 34 2-Nonanone Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
12.776 13.04 ug/L 67401 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonanhone 142 C9H180 000821-55-6 81
2 2-Nonanone 142 C9H180 000821-55-6 81
3 2-Nonanone 142 C9H180 000821-55-6 81
4 2-Undecanone 170 C11H220 000112-12-9 59
5 2-Undecanone 170 C11H220 000112-12-9 59

Abundance Scan 3555 (12.770 min): VU046140.D\data.ms (-3547) (- m/z 58.00 100.00%

58.0
5000
‘ ‘ H 0o 1422 o0 26‘7-1 12.50 13.00
O brrrrrrebteth et b e e e el M/z 43,00 83.48%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22979: 2-Nonanone
58.0
5000
12 50 13 00
290‘ ‘ ‘ m/z 59.00 25.43%
O\H‘\HH“‘\H‘\‘\\\\‘\\9\\9‘9\\‘\\]\-\4‘%\\0\‘\\H‘HH‘HH‘\H\‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22965: 2-Nonanone
43.0
/\N‘f'\‘hmm‘/\ A !\‘/\AA‘ -
12.50 13.00
5000 m/z 73.05 24.50%
71.0
15.0 H 142.0
o‘HWHHH‘:_ww‘?%?‘wmw‘mww_m_ww_ww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22980: 2-Nonanone
58.0 12 50 13 00
m/z 71.05 22.66%
5000
29.0 ‘ 142.0
m/z--> 20 40 60 80 100120140160180200220240260 1250 1300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU120721\
Data File : VU@46140.D

Acqg On : 07 Dec 2021 15:03
Operator : SY/MD

Sample : M4960-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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|
Ethyl ether 2.378 434.1 wug/L 955053 1 6.253 109995 50.0
Diisopropyl ether 3.993 7.2 ug/L 15836 1 6.253 109995 50.0
2-Butanone, 3-m... 6.156 55.6 ug/L 122372 1 6.253 109995 50.0
unknown-01 6.771 36.3 ug/L 79800 1 6.253 109995 50.0
3-Pentanone 6.925 6.9 ug/L 15192 1 6.253 109995 50.0
2-Pentanol, 4-m. 8.234 31.5 wug/L 79289 2 9.417 125749 50.0
2-Hexanone, 5-m. 9.777 70.7 ug/L 177681 2 9.417 125749 50.0
unknown-02 9.851 6.4 ug/L 16189 2 9.417 125749 50.0
4-Heptanone 9.912 33.0 ug/L 83031 2 9.417 125749 50.0
2-Heptanone 10.233 59.4 ug/L 149457 2 9.417 125749 50.0
1,5-Cyclooctadiene 10.571 2263.4 ug/L 5692300 2 9.417 125749 50.0
4-Heptanone, 3-... 10.684 11.6 ug/L 60111 3 11.812 258489 50.0
3-Hexanol, 3,5-... 10.854 2.9 ug/L 15219 3 11.812 258489 50.0
Benzene, propyl- 10.906 46.4 ug/L 240013 3 11.812 258489 50.0
Benzene, 1l-ethy... 10.999 260.7 ug/L 1347820 3 11.812 258489 50.0
Cyclohexane, 1-... 11.163 8.1 ug/L 42027 3 11.812 258489 50.0
Benzene, 1-ethy... 11.291 106.4 wug/L 550271 3 11.812 258489 50.0
Benzene, 2-ethy... 11.417 3.1 ug/L 16107 3 11.812 258489 50.0
Benzene, 1-ethe... 11.536 18.8 ug/L 97305 3 11.812 258489 50.0
2-Octanone 11.571 33.3 wug/L 172059 3 11.812 258489 50.0
2-Octanol, (R)- 11.645 10.4 ug/L 53545 3 11.812 258489 50.0
1-Hexanol, 2-et... 12.057 53.6 ug/L 277020 3 11.812 258489 50.0
Benzene, cyclop... 12.095 111.6 ug/L 576702 3 11.812 258489 50.0
Indene 12.314 39.4 ug/L 203760 3 11.812 258489 50.0
Benzene, 1-meth... 12.378 11.7 ug/L 60573 3 11.812 258489 50.0
o-Cymene 12.465 25.5 ug/L 131797 3 11.812 258489 50.0
Benzene, 1-meth... 12.571 26.1 ug/L 134977 3 11.812 258489 50.0
(E)-1-Phenyl-1-... 12.619 8.0 ug/L 41454 3 11.812 258489 50.0
Indan, 1-methyl- 12.684 19.9 wug/L 102754 3 11.812 258489 50.0
2-Nonanone 12.770 13.0 ug/L 67401 3 11.812 258489 50.0
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