LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOM@1.0

Signal : TIC: VU@42035.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 26 rVB 927195 844690 36.23%  8.800%
2 1.491 39 47 53 rBv2 95267 95738 4.11% 0.997%
3 1.597 69 80 89 rBV3 422843 712636 30.56%  7.425%
4 1.736 116 123 139 rVB2 45373 61548 2.64% 0.641%
5 1.916 163 179 192 rVB3 77012 129875 5.57% 1.353%
6 1.999 195 205 215 rBV 90086 119022 5.10% 1.240%
7 2.157 245 254 262 rBV 118985 160674 6.89% 1.674%
8 2.208 262 270 290 rVB3 109540 186563 8.00%  1.944%
9 2.420 319 336 344 rBV3 28462 47453 2.04% 0.494%
106 2.572 369 383 396 rBv2 107203 178705 7.66% 1.862%
11 2.983 492 511 525 rBV9 14613 43812 1.88% 0.456%
12 3.372 613 632 648 rBv4 22385 52905 2.27% 0.551%
13 3.597 687 702 719 rVB4 28353 68357 2.93% 0.712%
14 3.71@ 723 737 753 rBV2 14268 31086 1.33% 0.324%
15 4.658 1015 1032 1053 rBvV2 77786 267426 11.47%  2.786%
16 5.079 1147 1163 1190 rBV3 100830 260951 11.19% 2.719%
17 5.739 1346 1368 1395 rBvV2 185313 501246 21.50% 5.222%
18 6.259 1516 1530 1553 rBV 151783 288762 12.38%  3.008%
19 6.552 1599 1621 1652 rBV 1242186 2331762 100.00% 24.294%
20 6.700 1655 1667 1684 rVB 116916 225896 9.69%  2.354%
21 7.115 1782 1796 1806 rBvV2 19179 33844 1.45% 0.353%
22 7.571 1925 1938 1951 rBV 62340 107477 4.61% 1.120%
23 7.902 2026 2041 2056 rBV 208806 366220 15.71%  3.815%
24  8.185 2118 2129 2139 rBV2 38854 65043 2.79% 0.678%
25  8.555 2234 2244 2258 rVB2 51021 84476  3.62%  0.880%
26 8.642 2258 2271 2297 rBV 358898 677721 29.06% 7.061%
27 8.793 2308 2318 2335 rVB5 17879 46642 2.00% 0.486%
28  9.420 2499 2513 2531 rBV 203625 336459 14.43%  3.505%
29 9.767 2607 2621 2634 rVB2 19625 34688 1.49% 0.361%
30 10.758 2916 2929 2943 rVB 111331 176748 7.58% 1.841%

31 11.687 3208 3218 3229 rBV3 25125 38972 1.67%
32 11.809 3244 3256 3272 rVB 214019 334515 14.35%
33 12.188 3362 3374 3390 rBV = 219462 352181 15.10%

OO wWWwWwOo
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34 12.880 3578 3589 3601 rBV2 62580 93480 4.01% 974%
35 12.963 3602 3615 3624 rVV 33288 49336  2.12% 514%
36 13.018 3624 3632 3641 rVB 18551 27814 1.19%  0.290%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO11321WMA.M
Title : TRACE VOA SOM@1.0

37 13.436 3755 3762 3777 rVB4 18378 33443 1.43% ©.348%
38 13.822 3873 3882 3888 rBV3 14777 23739 1.02% 0.247%

39 14.076 3949 3961 3971 rBV 66241 106365 4.56% 1.108%

Sum of corrected areas: 9598270
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU042035.D\data.ms
1200000 GWSZ
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Abundance TIC: VU042035.D\data.ms
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7.571 8.5 )
7.115 8.185 239 8.793 /\ 9.767 11.68}\
0 = N JAVAS /\ i

‘ P A — — R
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU042035.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.359 14.63 ug/L 844690  1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 6 (1.359 min): VU042035.D\data.ms (-3) (-) m/z 41.10 100.00%

41.1
5000 A
Rmamama
‘ 1.401.501.601.70 1.80
51.958.2 o
\\\\HH’\\H’H\\‘\\H‘\\H‘HH‘HH‘HH“HH’ H\’\\H‘HH‘HH‘HH‘\H m Z 39 19 81-650
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
41.0
5000 ‘\H\‘H\Aﬁu‘uu‘u
27.0 1.40 1.50 1.60 1.70 1.80
m/z 42.10 59.37%
10 15.0
\H\H\\’\\H’\\H‘HH‘HH‘HH‘HH‘HH HH’ H\’\\H‘HH‘HH‘HH‘\H
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance

41.0

1.40 1.50 1.60 1.70 1.80
5000 270 m/z 43.10  34.24%

20 15.0
T P T T T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #60: Cyclopropane
42.0

1.401.501.601.70 1.80
m/z 44.10 33.27%

5000 27.0
14‘.0 H

HHH‘WHHMHW‘kuuw‘wa‘HH PP R EARARRN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.736 1.07 ug/L 61548 1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, (Z)- 56 C4HS8 000590-18-1 72
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 72
3 2-Butene, (Z)- 56 C4H8 000590-18-1 68
4 2-Butene, (E)- 56 C4H8 000624-64-6 64
5 2-Butene, (E)- 56 C4HS8 000624-64-6 64
Abundance Scan 123 (1.736 min): VU042035.D\data.ms (-116) (-) m/z 41.05 100.00%
41.0
56.0
5000
M‘ 77.0 1.60 1.80 2.00
T IS m/z 56.85 66.77%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #181: 2-Butene, (2)-
41.0
56.0
5000 \\\\‘\\\j\\‘\\\\‘\\\\‘
1.60 1.80 2.00
28.0 m/z 39.10  44.23%
15.0
miz--> 0 10 20 30 40 50 60 70 80
Abundance
41.0
1.60 1.80 2.00
5000 56.0 m/z 55.10 31.65%
28.0
20 150
R RS R R AR AR R R R R SRR RE
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #184: 2-Butene, (2)- R e
41.0 1.60 1.80 2.00
m/z 50.00 13.07%
5000 56.0
27.0
HwH"_1‘57:9_‘!“‘Hm;M‘w‘mwwww AU n A
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.999 2.06 ug/L 119022  1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 33
5 3-Buten-1-o0l 72 C4H80 000627-27-0 25
Abundance Scan 205 (1.999 min): VU042035.D\data.ms (-195) (-) m/z 43.10 100.00%
43.1
57.1
5000
‘ ‘ 721 1.60 1.80 2.00 2.20 2.40
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\}\\\\““\‘\‘\}‘\\\\“\‘\\\‘\ m/z 41.05 86-4900
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 ‘\\\\‘\\\M\\\\\‘\\
1.60 1.80 2.00 2.20 2.40
29.0 m/z 42.10 84.49%
15-0 \‘\ Il 11| “ Il 7\2.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance
43.0
57.0 1.60 1.80 2.00 2.20 2.40
5000 29.0 ' m/z 57.10  73.14%
10 15.0 72.0
R B o o
m/z--> 0O 10 20 30 40 50 60 70 80 A
Abundance #712: Butane, 2-methyl- L BRaAm R S
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.10 25.27%
57.0
5000 270
15.0
‘ 72.0
SN S R 11 ot O A
m/z--> 0 10 20 30 40 50 60 70 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Cyclic2.157 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.157 2.78 ug/L 160674 1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 86
2 1-Pentene 70 C5H1e 000109-67-1 70
3 1-Pentene 70 C5H10 000109-67-1 68
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 68
5 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 62
Abundance Scan 254 (2.157 min): VU042035.D\data.ms (-245) (-) m/z 42.10 100.00%
42.1 55.0
70.0
5000
62.0 1.80 2.00 2.20 2.40
. 76.9 9
H‘\m‘\m‘m\‘Hu‘\m‘uu‘\mlwMHHHHM\‘H\‘HH‘\MH\‘\H‘HH‘HH‘\H ITI/Z 55.05 90.12%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #577: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.80 2.00 2.20 2.40
m/z 70.05 54.64%
20 Al
\‘ Il \‘ Il 1 -
H‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\ H‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
42.0
e A REmaNR RS LS
55.0 1.80 2.00 2.20 2.40
5000 m/z 41.05 50.95%
27.0 70.0
150 . 63.0
A Raa oy e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #551: 1-Pentene
42.0 1.80 2.00 2.20 2.40
m/z 39.10 40.33%
55.0
5000 70.0
29.0
so L me LA,
P P T e e R e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.208 3.23 ug/L 186563 1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 80
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50
Abundance Scan 270 (2.208 min): VU042035.D\data.ms (-262) (-) m/z 43.05 100.00%
43.0
w fd\\
“H‘_‘H“H‘_‘H“
‘ 57"1 72.0 1.80 2.00 2.20 2.40 2.60
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\i\}\\‘\‘\‘\‘\‘\\\\i!\\\‘\\\\ m/z 42.05 58-2600
miz--> 0 10 20 30 40 50 60 70 80
Abundance #706: Pentane
43.0
5000
1.80 2.00 2.20 2.40 2.60
. m/z 41.05 52.27%
27.0 57.0 720
\\\‘\\\\‘\\\\‘\\\‘\“\\\\“\}\\‘\\‘\\‘\\\\‘!\\\‘\\\\
miz--> 0 10 20 40 50 60 70 80
Abundance
43.0
1.80 2.00 2.20 2.40 2.60
5000 27.0 m/z 39.05 18.60%
15.0 570 720
2.0
D T e
m/z--> 0O 10 20 30 40 50 60 70 80 J\ J\
Abundance #709: Pentane ‘H““‘H““W““‘H
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.10 16.08%
5000
27.0 570 720
m/z--> 0 10 40 50 60 70 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.420 0.82 ug/L 47453  1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butene, 2-methyl- 70 C5H10 000513-35-9 90
2 2-Pentene, (E)- 70 C5H10 000646-04-8 90
3 2-Methyl-1-butene 70 C5H10 000563-46-2 87
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87
5 2-Pentene 70 C5H10 000109-68-2 86
Abundance Scan 336 (2.420 min): VU042035.D\data.ms (-319) (-) m/z 55.10 100.00%
55.1
5000 70.1
42.0 \
NEB L4 W /A"
‘ 2.00 2.20 2.40 2.60 2.80
e et T8 s 76,10 44.39%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #571: 2-Butene, 2-methyl-
55.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
41.0 70.0 2.00 2.20 2.40 2.60 2.80
21.0 m/z 42.00  35.74%
miz--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
2.00 2.20 2.40 2.60 2.80
5000 39.0 70.0 m/z 39.10 32.21%
29.0
15.0
T e
m/z--> 0 10 20 30 40 50 60 70 80 J\
Abundance #564: 2-Methyl-1-butene (DAVPVARW/WATNW S,
55.0 2.00 2.20 2.40 2.60 2.80
m/z 40.95 20.11%
5000 390
Lo 0
m/z--> 0 10 20 30 40 50 60 70 80 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.597 1.18 ug/L 68357 1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene 84 C6H12 000592-41-6 76
2 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 53
3 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 53
4 Formic acid, hexyl ester 130 C7H1402 000629-33-4 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 47
Abundance Scan 702 (3.597 min): VU042035.D\data.ms (-687) (-) m/z 56.10 100.00%
41.1 56.1
5000
84.1
e
3.20 3.40 3.60 3.80 4.00
H\‘H\\‘H\\‘H\\‘H\WH\\‘H\‘\"\‘\H‘\‘l\\\‘\H\‘\H\‘\H\‘\H\‘\ m/z 41.19 92.9700
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #1453: 1-Hexene
41.0 560
27.0 v\ j\
5000 ‘HH‘HH‘HH‘M"T\P
84.0 3.20 3.40 3.60 3.80 4.00
' m/z 55.10 66.09%
2.0“7#-0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
56.0
3.20 3.40 3.60 3.80 4.00
5000 27.0 m/z 43.10 50.64%
70.0
13.0 84.0 98.0
R RARA R e R L L AT L
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #6810: Cyclobutane, 1,2-diethyl-, trans- R EREREEE
41.0 56.0 3.20 3.40 3.60 3.80 4.00
m/z 42.10 49.75%
5000
27.0
70.0 84.0 /\
LN Y- L N S A1 A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.710 0.54 ug/L 31086 1,4-Difluorobenzene 6.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 n-Hexane 86 C6H14 000110-54-3 59
3 n-Hexane 86 C6H14 000110-54-3 53
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 42
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 36
Abundance Scan 737 (3.710 min): VU042035.D\data.ms (-723) (-) m/z 57.10 100.00%
57.1
41.1
5000
SRS L
| 711 ﬁi 3.40 3.60 3.80 4.00
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\ mz 41 16 89010
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
43.0
29.0
5000 \\‘\\\\‘\\\\‘\V\\‘\\\\‘
3.40 3.60 3.80 4.00
. m/z 43.10 65.37%
15.0 ‘ '
71.0
\\\‘2.\(\)\\‘\\‘\\‘\\1!‘\\\\i\{\\‘\‘\‘\}‘\\\\“\\\\‘\\!\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
43.0 i}
L R S A M
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.10 54.90%
86.0
20 15.0 71.0
T e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane ‘w“‘w“‘w“‘w“‘w
57.0 3.40 3.60 3.80 4.00

m/z 42.10 41.26%

41.0
5000
29.0 86.0
so | 1w ]

m/z--> 0 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\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.767 0.52 ug/L 34688 Chlorobenzene-d5 9.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-2-heptanol, methyl ether 144 C9H200 1000365-52-0 45
2 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 40
3 1,8-Nonanediol, 8-methyl- 174 C1eH2202 054725-73-4 39
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 39
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38

Abundance Scan 2621 (9.767 min): VU042035.D\data.ms (-2607) (-) m/z 59.10 100.00%

59.1
5000
41.0 A
A —
| 97.1 115.1 9.50 10.00
\\\‘\\\\i‘\\\‘i\\”\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\ m/Z 57.10 58.1700
miz--> 20 40 60 80 100 120 140 160
Abundance #21171: 6-Methyl-2-heptanol, methyl ether
59.0
5000 A fy ‘A\”‘A‘
9.50 10.00
m/z 41.00 29.06%
41.0
o o770 970 1290
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
59.0
iy ‘AmﬁﬁAA‘m
9.50 10.00
5000 m/z 43.00 19.47%
41.0
97.0 115.0
N o e
miz--> 20 40 60 80 100 120 140 160
Abundance #40911: 1,8-Nonanediol, 8-methyl- i Nﬂmﬁhhm‘ N\“mﬂ‘ﬂ‘
59.0 9.50 10.00
m/z 55.10 17.53%
5000
41,0
e 830 123014101500 L \w\.\-» ‘
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 Octanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.687 0.58 ug/L 38972 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 80
2 Octanal 128 C8H160 000124-13-0 80
3 Octanal 128 C8H160 000124-13-0 64
4 Octanal 128 C8H160 000124-13-0 59
5 Octanal 128 C8H160 000124-13-0 47
Abundance Scan 3218 (11.687 min): VU042035.D\data.ms (-3208) (- | m/z 41.10 100.00%
411 551
84.2
5000 69.1
Ad/\A‘/\‘MI\‘ A ‘m/\‘/\‘uf
‘ ‘ “ ‘ 100.2 11.50 12.00
H‘HH‘\H\‘\\Hl\\\\“\‘\\\‘H‘}\“\‘H‘\‘\H\’H‘H‘“H\\“\\H’HH‘\H\ m/z 43.06 88-8100
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12422: Octanal
41.0
57.0
84.0
5000 MAmﬂwﬂﬂ‘ﬂn ‘Arﬁmﬂ
27.0 11.50 12.00
m/z 55.10 86.74%
100.0
H‘HH‘\\H\‘\\\\lH‘\\“\‘!H‘HH‘HH\‘\H\’HH‘H\\‘\\H’HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
43.0
i ‘f\ al lad ‘/\i‘/\{M/
57.0 11.50 12.00
29.0 84.0 5
5000 : m/z 56.00 71.84%
100.0
128.0
R M RA AN L L e man s E e anaa L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12420: Octanal b —
43.0 11.50 12.00
m/z 57.10 71.84%
84.0
5000 200 | S0
| LA
Hﬁ?ﬂmtwme\mm,uH_WH,%?%F?H o Lhil AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25

Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
: TRACE VOA SOM@1.0

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Nonanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.880 1.40 ug/L 93480 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 80
2 Nonanal 142 CSH180 000124-19-6 59
3 Cycloheptane 98 C7H14 000291-64-5 38
4 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 25
5 1-Pentanol, 3,4-dimethyl- 116 C7H160 006570-87-2 22

Abundance Scan 3589 (12.880 min): VU042035.D\data.ms (-3578) (- | m/z 57.10 100.00%
41.1
5000
81.1 98.1
— .
b e |
\\\\‘\\\\‘}\\‘\‘ H ‘ H‘ “\‘\“\H \‘\‘\‘\‘ \‘\\\‘\\ m/Z 41.19 81.4900
miz-> 20 40 60 8 100 120 140
Abundance #19921: Nonanal
57.0
41.0
5000 [ =g
82.0 12.50 13.00
m/z 55.10  63.04%
14.0
13.0 “‘\‘1“ ‘\\\‘\ 1\\]\-4‘2\0\
m/z--> 20 40 80 100 120 140
Abundance
41.0 57.0
Do, e
12.50 13.00
5000 m/z 56.10 59.99%
82.0 g98.0
114.0
25.0
T T e T
miz--> 20 40 80 100 120 140
Abundance #3302: Cycloheptane — T
41.0 12.50 13.00
70.0 m/z 43.10 55.17%
98.0
5000
15.0 ‘ ‘
S ‘J“Hly‘”“‘ﬂh“w R R R R R
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\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 13 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.963 0.74 ug/L 49336 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3615 (12.963 min): VU042035.D\data.ms (-3602) (- | m/z 119.20 100.00%
119.2
134.2
5000
Y
91.1 ! N
39.0 650 ‘ ! 13.00 ;
\\‘H\\‘\\H‘HH‘i‘\\H“\‘H\’\‘M\‘\H\H‘HHH\H‘\H‘H’HH‘HHH\H‘H m/Z 134.29 52.510
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0 J\
5000 V‘/\\ ie - f
13.00
m/z 91.10 16.87%
41.0 91.0
\\‘]_\\5\.9\\\‘\‘H\\’\'\H“\‘\\\’6\?\.3\\\‘\“H\\’HH‘\w\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 A
wl b DL, AN
13.00
5000 134.0 m/z 133.20  10.95%
91.0
15.0 39.0 65.0
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Aﬂ ﬁ
Abundance #14866: Benzene, 1,2,4,5-tetramethyl- L ﬂ 4 IR
119.0 13.00
m/z 120.10 9.64%
134.0
5000
91.0
39.0 65.0 h
HMﬁwHﬁMHM“HwmwﬁmMuwwuwHHNWmeMHWmhww | ‘ ‘ﬂ“ nﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.0

TIC Library : C:\DATABASE\NIST11.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 Azulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.076 1.59 ug/L 106365 1,4-Dichlorobenzene-d4 11.809
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 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 90
Abundance Scan 3961 (14.076 min): VU042035.D\data.ms (-3949) (- | m/z 128.20 100.00%
128.2
5000
T \
38.0 51.1 64.0 771 102.1 H 14.00
i e e M e by m/z 127,100 13.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11942: Naphthalene
128.0
5000 — :
14.00
m/z 129.05 11.25%
10 60 7o 120
\‘\H\‘\H\‘\H\i\H\‘\H\‘\M‘\‘\H\‘HH“HH‘HH‘H\ ‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance
128.0
A ‘h T s ‘ t T !\‘
14.00
5000 m/z 102.10 8.50%
o 510 640 770 102.0
T T e T
m/z--> 20 30 40 50 60 70 80 90 100110 120 130
Abundance #11940: Naphthalene 1
128.0 14.00
m/z 51.10 7.58%
5000
51.0 74.0 102.0 ‘
SN . 1T N N | -l
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11421\
Data File : VU@42035.D

Acqg On : 14 Jan 2021 15:25
Operator : SY/MD

Sample : M1129-09

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO11321WMA.M
Quant Title : TRACE VOA SOM@1.90

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 1.359 14.6 ug/L 844690 1 6.259 288762 5.0
(DEL) Alkane: S 1.736 1.1 ug/L 61548 1 6.259 288762 5.0
(DEL) Alkane: S... 1.999 2.1 ug/L 119022 1 6.259 288762 5.0
(DEL) Alkane: C... 2.157 2.8 ug/L 160674 1 6.259 288762 5.0
(DEL) Alkane: S 2.208 3.2 ug/L 186563 1 6.259 288762 5.0
(DEL) Alkane: S 2.420 0.8 ug/L 47453 1 6.259 288762 5.0
(DEL) Alkane: S 3.597 1.2 ug/L 68357 1 6.259 288762 5.0
(DEL) Alkane: S 3.710 0.5 ug/L 31086 1 6.259 288762 5.0
unknown-01 9.767 0.5 ug/L 34688 2 9.420 336459 5.0
Octanal 11.687 0.6 ug/L 38972 3 11.809 334515 5.0
Nonanal 12.880 1.4 ug/L 93480 3 11.809 334515 5.0
Benzene, 1,2,3,. 12.963 0.7 ug/L 49336 3 11.809 334515 5.0
Azulene 14.076 1.6 ug/L 106365 3 11.809 334515 5.0
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