LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31
Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U062722W.M

Title : SW846 8260

Signal : TIC: VU@49518.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.983 188 200 222 rVB 1129885 1560245 1.19% 0.433%
2 2.195 257 266 282 rVB2 937131 1547062 1.18% 0.429%
3 2.424 282 337 344 rBV2 21317784 131343407 100.00% 36.413%
4 3.073 531 539 550 rVV 1224240 2446217 1.86% 0.678%
5 3.359 607 628 654 rVB3 1407142 3392182 2.58% 0.940%
6 3.690 712 731 753 rBV 1133275 2502964 1.91% 0.694%
7 4.112 838 862 898 rVB5 386339 1603493 1.22% 0.445%
8 4.526 975 991 1007 rVB 1020699 2465898 1.88% 0.684%
9 5.372 1239 1254 1270 rVV5 1758512 4465421 3.40% 1.238%
10 5.459 1270 1281 1304 rVB 667489 1589786 1.21% 0.441%
11 5.587 1304 1321 1345 rBV 1236829 2775641 2.11% 0.770%
12 5.774 1364 1379 1392 rVV 6539175 13363572 10.17% 3.705%
13 5.899 1406 1418 1435 rVV 3399949 8014945 6.10% 2.222%
14  6.131 1475 1490 1503 rBV 1300888 2483858 1.89% 0.689%
15 6.761 1663 1686 1695 rBV2 1479936 3571878 2.72%  0.990%
16 7.256 1824 1840 1855 rVB 1597387 3192510 2.43% 0.885%
17 7.382 1856 1879 1888 rBV3 1528359 3445620 2.62% 0.955%
18 7.841 2009 2022 2031 rBV3 767687 1816395 1.38% 0.504%
19 7.899 2031 2040 2050 rVvV2 1901919 3296039 2.51% 0.914%
20 7.976 2050 2064 2077 rVV2 31814862 56450713 42.98% 15.650%
21 8.131 2103 2112 2131 rVB2 752408 1433674 1.09% 0.397%
22 9.417 2501 2512 2528 rBV 775370 1367189 1.04% 0.379%
23 9.571 2548 2560 2573 rBV 5545689 8780892 6.69% 2.434%
24  9.697 2585 2599 2610 rBV 17866894 29457383 22.43% 8.167%
25 10.102 2712 2725 2742 rVB 8683857 13597694 10.35% 3.770%
26 10.517 2832 2854 2875 rBV 3730590 7616114 5.80% 2.111%
27 10.632 2881 2890 2919 rVB3 691881 1572888 1.20% 0.436%
28 10.906 2965 2975 2991 rVB 1144312 1772344 1.35% 0.491%
29 10.999 2992 3004 3021 rVV 4537338 9522696 7.25% 2.640%
30 11.089 3021 3032 3057 rVB 1964754 3448148 2.63% 0.956%
31 11.291 3084 3095 3113 rVB 1748531 2763292 2.10% 0.766%
32 11.468 3138 3150 3167 rVB 7607293 11620734 8.85% 3.222%
33 11.812 3244 3257 3269 rBV 840343 1395722 1.06% 0.387%
34 11.893 3269 3282 3293 rBV 1949721 3121247 2.38% 0.865%
35 12.095 3326 3345 3351 rBV2 1607614 2765538 2.11% 0.767%

36 12.188 3363 3374 3391 rVB4 1215098 2449717 1.87% 0.679%

82U062722W.M Thu Jun 30 15:36:32 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82U062722W.M
Title : SW846 8260

37 12.571 3482 3493 3501 rBV 1124302 1708142 1.30% 0.474%
38 13.024 3625 3634 3649 rVB 871552 1400147 1.07% ©.388%

39 13.452 3758 3767 3781 rVB3 1058521 1821623 1.39% ©0.505%
40 14.086 3952 3964 3982 rVB 1105252 1762071 1.34% 0.489%

Sum of corrected areas: 360705101
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

Abundance TIC: VU049518.D\data.ms
3e+07

2.5e+07

2.424
2e+07

1.5e+07

1le+07
5.774
5000000 5.899

5.372 7
. 1.9832.19 3.073 3.359 3.690 4112 4.526 (4Bp87 6.131 6
T ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTrTT ‘ TTTT ‘ TTTT ‘ TTITT ‘ T T T ‘ TTTT ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ’ TTTT

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: VU049518.D\data.ms
7.976

3e+07

2.5e+07

2e+07

9.697

1.5e+07

1le+07
10.102 11.468

9.57
5000000 10.517 10.999

7.8 .08: 11.89:
o] logogdomem | g
0 PP e ey — " — e e B e e B B i e
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: VU049518.D\data.ms

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

12.571 13.024 13.452 14./({86

T ‘ T ‘ T
13.50 14.00

T T ‘ T ‘ T
Time--> 12.50 13.00

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.424 1470.67 ug/l 131343000 Pentafluorobenzene 5.372

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Hydrazine, methyl- 46 CH6N2 000060-34-4 9
4 Methane, nitroso- 45 CH3NO 000865-40-7 4
5 Ethene, fluoro- 46 C2H3F 000075-02-5 4
Abundance Scan 337 (2.424 min): VU049518.D\data.ms (-282) (-) m/z 44.95 100.00%
45.0
5000 ﬂ
e ARARNEEEEY
2.20 2.40 2.60 2.80
o‘Hww“‘m“7‘9:9,””_m‘wwwwmz“??:? m/z 45.95 58.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #105: Ethano
31.0
5000 L B L LI LN B
2.20 2.40 2.60 2.80
‘ m/z 42.95 33.40%
O\\\“\“\uu\\“‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
/\\\\\‘\\\\’\\\\‘\\\\‘\\\
15.0 2.20 2.40 2.60 2.80
5000 m/z 42.00 13.27%
ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #115: Hydrazine, methyl- “m4¥“‘W““‘H““
46.0 2.20 2.40 2.60 2.80
m/z 40.95 3.76%
Ol e e AT
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Pentane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.899 161.34 ug/1 8014950 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56
Abundance Scan 1418 (5.899 min): VU049518.D\data.ms (-1406) (-) m/z 57.00 100.00%
57.0
5000 J\
41.0 NUVANRRRES A Y S
| 991 5.60 5.80 6.00 6.20
ol e 820 P42 7 s6.00  30.31%
miz--> 0 20 40 60 80 100 120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000
5.60 5.80 6.00 6.20
410 m/z 41.00  23.32%
0 150 H 83.0 9901140
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 0 60 80 100 120
Abundance
57.0
5.60 5.80 6.00 6.20
5000 m/z 43.00 15.56%
41.0
o 15.0 830 91140
T e T T
miz--> 0 20 40 60 80 100 120
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- e RERRNEES L
57.0 5.60 5.80 6.00 6.20
m/z 39.00 7.00%
5000
41.0
0 ‘b ‘ A 81.0 96.0 113.0128.0
““““““ e T e Rt
m/z--> 0 60 80 100 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

31052-WATER

Misc : 5.0mL/MSVOA_U/WATER
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
. SW846 8260

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

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

Peak Number 3 Pentane, 2,3,4-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.256  64.27 ug/l 3192510 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 72
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
Abundance Scan 1840 (7.256 min): VU049518.D\data.ms (-1824) (-) m/z 42.95 100.00%
43.0
71.0
5000
57.0
‘ H 050 7.00 7.20 7.40 7.60
Ol erprerprerprrreehl il 929, 341 Tz 71,00 83.07%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
7.00 7.20 7.40 7.60
27.0 57.0 m/z 70.00 57.29%
0 “ Ll H | 97.0 114.0
\H’HH’HH’\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
43.0
71.0 7.00 7.20 7.40 7.60
5000 m/z 41.00 27.99%
57.0
29.0
o 15.0 85.0 990 114.0
e BARRA AN L e AN
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl- e ARLRNAREESEE
43.0 7.00 7.20 7.40 7.60
m/z 55.00 23.36%
5000 70.0
29.0
oL.10 150 H \‘m L. 8501000
e e e e e e e R O R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Pentane, 2,3,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.382 69.36 ug/l 3445620 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 86
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Octane, 4-methyl- 128 C9H20 002216-34-4 50
Abundance Scan 1879 (7.382 min): VU049518.D\data.ms (-1856) (-) m/z 42.95 100.00%
71.0
5000
| ‘ | e0a 7.00 7.20 7.40 7.60 7.80
O v e m/z 70.95 62.16%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0
7.00 7.20 7.40 7.60 7.80
27.0 m/z 70.00 50.47%
2o \‘ | ‘ 98.0 114,0
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 40 60 80 100 120
Abundance
43.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 57.00 47 .95%
71.0
27.0
0 86.0 113.0128.0
T e T e T e
miz--> 0 20 40 60 80 100 120
Abundance #8662: Pentane, 2,3,4-trimethyl-
43.0 7.00 7.20 7.40 7.60 7.80
m/z 85.00 37.90%
71.0
5000
27.0
020 I \“‘ I 99.0 114.0
“““,““““““““““““““‘ Eamas e RARRNRE
m/z--> 0 40 60 80 100 120 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 5 Hexane, 2,2,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.841 66.43 ug/l 1816400 Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 47
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 42

Abundance Scan 2022 (7.841 min): VU049518.D\data.ms (-2009) (-) | m/z 57.00 100.00%
57.0

N

5000
97.0 A
| ‘ ‘ 7.60 7.80 8.00 8.20
OFrrrr et el b 2970 m/z 56.00 40.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 UL B B I R N B
7.60 7.80 8.00 8.20
290 m/z 41.00  30.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
o T
7.60 7.80 8.00 8.20
5000 m/z 55.00 25.29%
29.0
113.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- o ARRREATEEE R
57.0 7.60 7.80 8.00 8.20
m/z 71.00 21.54%
5000
H | 85.0 127.0
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.999 341.14 ug/l 9522700 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3004 (10.999 min): VU049518.D\data.ms (-2992) (- | m/z 105.00 100.00%
105.0
5000
0 bl el 2000 T m/z 120,10 29.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T /\j\/\ T /\\ ™
11.00
m/z 90.95 12.90%

77.0
0;ﬁ?”?%?W‘N‘JMHMWMH“W‘H\‘H‘M‘H\H‘W‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance Jm
105.0
A

11.00
5000 m/z 77.00 12.41%
39.0 77.0
O bbb e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl- L
105.0 11.00
m/z 78.95 8.79%
5000
79.0
= i
o | S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.291  98.99 ug/l 2763290 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 3095 (11.291 min): VU049518.D\data.ms (-3084) (- | m/z 105.00 100.00%
105.0
5000
120.1 /\
—
390 & 770 11.00 11.50
O 8T8 ML L1890 106,10 28.97%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\/\/\ A -
120.0 11.00 11.50
m/z 76.95 12.43%
77.0
0 \1\5\.0‘ T \3\9“.9 T ‘\5\9‘.9‘\ T \M’ T \‘i T "1‘\ \‘\”“\ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0
11.00 11.50
5000 m/z 90.95 12.12%
120.0
0 15.0 39.0 59.0 77.0
e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 79.00 9.62%
120.0
5000
39.0 77.0
Y 2L T - N M R
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

: VUe49518.D

: 29 Jun 2022 17:31

: SY/MD

: N3499-04 50X

: 5.0mL/MSVOA_U/WATER

: 20 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\

31052-WATER

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

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

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

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.893 111.82 ug/1 3121256 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87

Abundance Scan 3282 (11.893 min): VU049518.D\data.ms (-3269) (- z 105.00 100.00%
105.0
5000
77.0 ‘
5L R T 11.50 12.00 }
ottt P z 120.00 39.88%
m/z--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
5000 ‘
1150 1200
770 76.95 12.63%
51.0
O \\\‘2\7\(\)\“ T \“\ \H“\‘\ T \‘H‘ T \‘\ T ““\ \]‘_\"l\()\\\‘ L
miz-> 20 40 60 80 100 120 140
Abundance
105.0
1150 1200
5000 91.00 10.23%
77.0
0L 15.0 390 500 121.0
A B B
miz--> 20 40 60 80 100 120 140
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.00 9.37%
5000
28.0 77.0
o
0 m_hH_mu_‘m“mw‘mu,””_m
m/z--> 60 80 100 120 140 11.50 12.00

82U062722W.M Thu Jun 30 15:36:41 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 9 Benzene, 2-propenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.095 99.07 ug/l 2765540 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 64
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 50

Abundance Scan 3345 (12.095 min): VU049518.D\data.ms (-3326) (- | m/z 117.00 100.00%

117.0
5000
91.0

39.0 63.0 12 00
0 e e M/z 118,00 54.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10192: Benzene, 2-propenyl- /\(
117.0
5000 91.0 12 OO
m/z 115.00  33.64%

o

39.0 65.0
\\\\‘\\\\‘\\“\\"“\‘\\\’\\\\’\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0

12.00
5000 m/z 119.00 22.77%
. 1.
39.0 63.0 91.0
0 13.0
R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102215: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis- ‘/\4\ K — ‘
117.0 12.00

m/z 91.00 21.12%

5000
91.0
30.0 65.0
Obrrrrpebreb eyl M 347.0_177.0 2070

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 10 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.452 65.26 ug/l 1821620 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 89
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 81
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 81
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 81
Abundance Scan 3767 (13.452 min): VU049518.D\data.ms (-3758) (- | m/z 117.00 100.00%
117.0
5000
91.0 1
390 650 1#1 13.50
Ol il Ml ] ASLL /7 132,00 35.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 JX
5000 ARSI
13.50
m/z 119.00  34.99%
390 g5 910
O\‘\‘\\\““\\““\“H\\\“\\‘\\‘\\\h’” \3\1\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
117.0
—
13.50
5000 m/z 115.00 28.88%
91.0
39.0
65.0
Y SN PE WET F RER R M. ME—
m/iz--> 20 40 60 80 100 120 140 160 /\A
Abundance #16134: 1-Methyl-2-phenylcyclopropane ‘ — /JV\TA
117.0 13.50
m/z 91.00 17.91%
5000
91.0
51.0
R T T I\,
m/z--> 20 40 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062922\
Data File : VU@49518.D

Acqg On : 29 Jun 2022 17:31

Operator : SY/MD

Sample : N3499-04 50X

Misc : 5.0mL/MSVOA_U/WATER 31052-WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.424 1470.7 ug/l 131343000 1 5.372 4465420 50.0
Pentane, 2,2,4-... 5.899 161.3 ug/l 8014950 2 6.247 2483860 50.0
Pentane, 2,3,4-... 7.256 64.3 ug/l 3192510 2 6.247 2483860 50.0
Pentane, 2,3,3-... 7.382 69.4 ug/l 3445620 2 6.247 2483860 50.0
Hexane, 2,2,5-t... 7.841 66.4 ug/l 1816400 3 9.417 1367190 50.0
Benzene, 1l-ethy... 10.999 341.1 ug/l 9522700 4 11.812 1395720 50.0
Benzene, 1l-ethy... 11.291 99.0 ug/l 2763290 4 11.812 1395720 50.0
Benzene, 1,2,3-... 11.893 111.8 ug/l 3121250 4 11.812 1395720 50.0
Benzene, 2-prop... 12.095 99.1 ug/l 2765540 4 11.812 1395720 50.0
1H-Indene, 2,3-... 13.452 65.3 wug/l 1821620 4 11.812 1395720 50.0
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