LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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 X\Method\82X062321W.M

Title : SW846 8260

Signal : TIC: VX@23015.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.752 102 109 119 rVB 57921 83871 2.74% 0.661%
2 1.959 136 143 155 rVB3 30893 57899 1.89% 0.456%
3 2.215 181 185 195 rVB 34276 51405 1.68% 0.405%
4 2.751 258 273 276 rBV 14173 31478 1.03% 0.248%
5 2.825 281 285 289 rVWW2 26659 57137 1.86% 0.450%
6 2.867 289 292 301 rVV3 23388 57346 1.87% 0.452%
7 3.111 323 332 343 rBV3 31198 84128 2.75% 0.663%
8 4.312 519 529 539 rVB 30078 86929 2.84% 0.685%
9 5.397 695 707 715 rBV 41676 120450 3.93% 0.949%
10 5.562 726 734 762 rVB 69265 229077 7.48% 1.806%
11 5.836 768 779 789 rBV6 9726 30791 1.00% 0.243%
12 5.964 789 800 806 rBvV 56742 146075 4.77% 1.151%
13 6.043 806 813 826 rVB 300028 791298 25.82% 6.237%
14 6.336 852 861 876 rVB2 128589 380063 12.40%  2.996%
15 6.769 922 932 940 rBV 120538 291339 9.51%  2.296%
16 7.385 1021 1033 1044 rVB4 27937 71465 2.33% 0.563%
17 8.513 1213 1218 1227 rVB2 20206 52243 1.70% 0.412%
18 8.653 1235 1241 1247 rVB 252882 387411 12.64%  3.054%
19 8.720 1247 1252 1259 rBV 285271 444926 14.52% 3.507%
20 10.055 1461 1471 1476 rBV 252323 344413 11.24% 2.715%

21 10.195 1489 1494 1505 rVB 655303 856129 27.94%
22 10.305 1505 1512 1521 rBV 2282668 3064250 100.00% 24.154%

o
N
N
o
R

23 10.646 1562 1568 1583 rVB 801089 1010342 32.97% 7.964%
24 10.963 1614 1620 1626 rVB 35592 47377  1.55% ©.373%
25 11.085 1635 1640 1645 rBV 191516 240034 7.83% 1.892%

26 11.305 1672 1676 1682 rVB 54589 67091 2.19%
27 11.384 1682 1689 1696 rBV 274330 515188 16.81%
28 11.457 1696 1701 1706 rVB 177205 217470  7.10%

Nk R MO
~
=
N
R

29 11.616 1721 1727 1736 rVB 168042 208581 6.81% 644%
30 11.756 1744 1750 1756 rBV 747730 899766 29.36% 092%
31 12.024 1789 1794 1800 rBV 245268 288577  9.42%  2.275%
32 12.091 1800 1805 1810 rVV 219567 260509 8.50%  2.053%
33 12.244 1825 1830 1838 rBV3 203768 298344  9.74%  2.352%
34 12.323 1838 1843 1853 rVB2 66958 97816 3.19% ©0.771%
35 12.414 1853 1858 1863 rBV2 30150 38088 1.24% ©.300%
36 12.536 1872 1878 1880 rBV 47007 67639 2.21% ©.533%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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 X\Method\82X062321W.M
Title : SW846 8260
37 12.555 1880 1881 1886 rVB 39184 36448 1.19% 0.287%
38 12.615 1886 1891 1894 rBV 77763 90333 2.95% 0.712%
39 12.701 1900 1905 1912 rVB2 57226 77662 2.53% 0.612%
40 12.926 1935 1942 1945 rBV 46318 58021 1.89% 0.457%
41 12.963 1945 1948 1955 rVB 68609 81367 2.66% 0.641%
42 13.170 1978 1982 1986 rVB 51748 60013 1.96% 0.473%
43 13.292 1998 2002 2007 rVB2 83186 111376 3.63% 0.878%
44 13.780 2074 2082 2088 rBV 129139 157647 5.14% 1.243%
45 14.640 2218 2223 2229 rVB 30327 36660 1.20% 0.289%
Sum of corrected areas: 12686472
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M2875-12 20X
: 5.0mL/MSVOA_X/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\

: VX023015.D
: 29 Jun 2021 19:51

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: VX023015.D\data.ms

6.043

1.7521 959 2.215 2.288267 3.111 4.312 5399962 ¢ o B9

Time-->

Abundance

2000000

1500000

1000000

500000

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

TIC: VX023015.D\data.ms

10.805

10.646

10.19

10.055 11.384

0

Time-->

Abundance

2000000

1500000

1000000

500000

o

Time-->

82X062321W.M

8.85320
8.513/\
—

8.50 9.00
TIC: VX023015.D\data.ms

11.085 457
10.96#\ 11-3](}%/\
San-tiv | WSV ORI

— \
8.00 9.50 10.00 10.50 11.00

11.756

.616

121ﬁi‘f92.244 13780
A

A

14.640

B2 20112209633, 130292
TP TonARets 1

12.50 13.00

12.00

‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.752  18.31 ug/l 83871 Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 33
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
5 Propane, 2-methyl-1-nitro- 103 C4H9NO2 000625-74-1 9

Abundance Scan 109 (1.752 min): VX023015.D\data.ms (-102) (-) m/z 43.10 100.00%

43.1
57.1
5000
LY A W £ W
50.0 721 1.40 1.60 1.80 2.00
O e e e M/ 410100 96.05%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000
1.40 1.60 1.80 2.00
290 m/z 42.10 83.00%
ol 150 ‘ 50.0 ‘ 50 %0
‘HH‘\H\‘HH‘HH‘HH‘HH‘HH \\‘HH‘HHHH‘HH‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43.0
1.40 1.60 1.80 2.00
5000 m/z 57.10 69.53%
7.
27.0 57.0 720
0 15.0 M ‘\ | SOQ M‘ 65.0
[T T e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #659: 3-Buten-1-ol ““‘W“““HA\““‘
42.0 1.40 1.60 1.80 2.00
31.0 m/z 39.05 37.71%
5000
57.0 72.0
. 50
T e bbererrepeerhre e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Cyclopentane, methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.312 18.97 ug/l 86929  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
3 Cyclobutane 56 C4H8 000287-23-0 50
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 45
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 40
Abundance Scan 529 (4.312 min): VX023015.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
5000 4.1 69.1
R
‘ ‘ 84.2 4.00 4.20 4.40 4.60
0 e e el el el m/z 41.18 51.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 LN L B R I R |

4.00 4.20 4.40 4.60
m/z 69.10 44.47%
\“ “ I H‘

84.0
\\\‘\\\\‘]\-ﬁ\.o\‘\\}H“\\\\‘\\\\i\\\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0
27.0

4.00 4.20 4.40 4.60

o

5000 m/z 55.16  26.39%
42.0
‘ ‘ 84.0
0 pul‘}‘\‘uw\‘;‘\‘HH‘HH‘\!H‘H
miz--> 0 10 20 30 40 50 60 70 80 90 /W\
Abundance #178: Cyclobutane LY B A e N
28.0 41.0 4.00 4.20 4.40 4.60
m/z 39.05 26.32%
56.0
5000
10 15.0 ‘\ M\‘
Ot e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.336 65.23 ug/l 380063 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance Scan 861 (6.336 min): VX023015.D\data.ms (-852) (-) m/z 73.10 100.00%
73.1
5000
43.1 651 J\
' 87.0 R e A
6.00 6.20 6.40 6.60
Ol L wyz 4310 36.22%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B R R B
43.0 6.00 6.20 6.40 6.60
5.0 87.0 m/z 55.10  27.17%
29.0 ‘ ‘
O\\\‘\\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0
TR
6.00 6.20 6.40 6.60
5000 43.0 m/z 87.85 22.26%
58.0
29.0 ‘ 87.0
om_m_m_H““Mm_:H,w_m,mwH“,w_m
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R R R
73.0 6.00 6.20 6.40 6.60
m/z 41.10 12.14%
5000
43.0
29.0
oL20 180 “17 || 590 | 880

m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.384 89.26 ug/l 515188 1,4-Dichlorobenzene-d4 12.024
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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1689 (11.384 min): VX023015.D\data.ms (-1682) (-~ m/z 105.10 100.00%
105.1
5000 [\/\
120.2
77.1 911 o 11 A
39.1 63.1 : ‘ 11.00 11.50
0 ",HH,HH,‘H‘Mmmku_H‘J‘_Hu‘JH‘_‘e“wmm_ m/z 120.20  30.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 — M‘ /\‘
120.0 11.00 11.50
m/z 91.10 13.36%
1 39.0 63.0 77"0 91.0 ‘
O\\’H\.\’\\\‘\’\\\\“H\\“\\\\‘\‘\‘\\‘H\}“\\\\‘{\H‘\MH‘H‘\‘\“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 A
— e
11.00 11.50
5000 m/z 77.10 13.12%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ‘AA A
Abundance #9430: Benzene, 1-ethyl-4-methyl- — e ‘
105.0 11.00 11.50
m/z 106.20 9.01%
5000
120.0
77.0 91.0
ol 180 L B0 e e j\/\ L
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616 36.14 ug/l 208581 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1727 (11.616 min): VX023015.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.2
391 631 77‘1 91"1 1150 12.00
Obreprrrrprerrprrehrrerirspiner bbb e m/z 120,20 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 A
120.0 1150 12.00
m/z 77.10 14.10%
77.0 91.0
O\\‘]\_\5\(\)‘\\\\‘\\3\?‘?\\\“\\\\6‘%\‘\0\‘\\\M“HH“HH‘\Ml\‘\\\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 A
1150 1200
5000 m/z 91.10 13.88%
120.0
77.0 91.0
39.0
2 P PO B Y RSO OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105.0 1150 1200
m/z 79.10 10.09%
5000
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 ll 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.091 45.14 ug/l 260509 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1805 (12.091 min): VX023015.D\data.ms (-1800) (- m/z 105.05 100.00%
105.1
5000 120.2 f\ /\
‘ —h ‘
390 431 77"1 91.1 12.00
Obreprerrrrrer bbbl el e m/z 1200200 40.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 1200 i
770 m/z 77.10 13.76%
39.0 YV 91.0
O \\’J\-\S\.\O‘\\\‘H\\\\“‘H\\N{‘\\\G‘?;‘\O\‘\\\m‘H\\“\\H‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 /\ A
‘ —A ;
12.00
5000 m/z 91.10 11.88%
120.0
77.0 91.0 ‘
51.0
S TN O YN
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 A A Jb\
Abundance #9428: Benzene, 1-ethyl-3-methyl- ‘ L ‘ﬁ\
105.0 12.00
m/z 106.10 8.91%
5000
120.0
510 77.0 91.0 ‘
O\\,u\\‘\2\71'?\\\\“\\\\Hi-w\\?ﬁq‘\11‘1“\\\H“l\u‘i‘\lwu‘m“mu‘\ /\‘ — T v
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 (Z)-1-Phenylpropene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 51.69 ug/l 298344  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 91
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 81
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 68
Abundance Scan 1830 (12.244 min): VX023015.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000 N\]\
91.1 . J‘\ e
391 631 ‘ 1341 12.00 12.50
oHH_Hu“‘J‘m‘,“:“ww‘mw‘!‘_m'_ m/z 118.10  53.68%
miz-> 20 40 60 80 100 120 140
Abundance #8954: (Z)-1-Phenylpropene
117.0
5000 Ao U
91.0 12.00 12.50
510 m/z 115.10 35.59%
O T T T ‘2\7‘\0\ \“‘ T \“} \"“H \7\4“.}9‘ \H\‘} T “‘\ T \“ L ‘ T
miz--> 20 60 80 100 120 140
Abundance #8949: Indane
117.0
12.00 12.50
5000 m/z 91.10 19.01%
39.0 50 91.0 ‘
obt2o oy lnmee ol
miz-> 20 40 60 80 100 120 140 A jb\ n
Abundance #8961: Benzene, 2-propenyl- e A TN
117.0 12.00 12.50
m/z 63.10 12.51%
5000 91.0
39.0 65.0 A Aﬂ
P A R NS T AN | AL g s,
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 8 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.616  15.65 ug/1l 90333 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 p-Cymene 134 C1eH14 000099-87-6 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
Abundance Scan 1891 (12.615 min): VX023015.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
134.2
91.1 ‘_‘/\‘A‘_
39.0 65.0 12.50 13.00
Ottt e bl m/z 134,200 31.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: 0o-Cymene
119.0 /\j\
5000 /\M ‘j\‘ —
12.50 13.00
91.0 134.0 m/z 91.10  21.69%
41.0 65.0
O\\‘HH‘H\‘\‘\H\“‘\H\“\Hw‘\‘\‘H‘\\\‘HHH“i‘\H‘\WH‘Hwiluu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14809: p-Cymene
119.0 K MN
SURLVARVIVLIFS,
12.50 13.00
5000 m/z 77.10 11.55%
91.0 134.0
41.0 65.0
Ot bttt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A /\j\
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl- A A Sy
119.0 12.50 13.00
m/z 117.10 11.05%
5000
39.0 65.0 ‘ mj\
0 15.0 Ly Ll ‘H al 1l e

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_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 9 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.963 14.10 ug/l 81367 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
2 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91

Abundance Scan 1948 (12.963 min): VX023015.D\data.ms (-1945) (- m/z 119.20 100.00%
119.2
5000 134.2
91.1
39.1 65.0 ‘ 13.00
Ol rrreprerrrrre ety e el b e bl m/z 134,20 42.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14878: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 \ ‘JX
134.0 13 00
m/z 91.10 17.37%
91.0
O \\‘:L\?HO‘\\H‘\3\9’9\\‘\H\’6\?\\0‘\H‘\“H\\"\\H‘\‘\‘\\’H‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
119.0 \
13 00
5000 m/z 120.0 10.49%
91.0 134.0
39.0 65.0 ‘ ‘
LTy T N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Jl
Abundance #14872: Benzene, 1,2,4,5-tetramethyl- AW
119.0 1300
m/z 77.10 10.12%
5000 134.0
91.0
650
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_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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 Benzene, (1-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.292 19.30 ug/l 111376  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 78
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 76
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
Abundance Scan 2002 (13.292 min): VX023015.D\data.ms (-1998) (-~ m/z 117.05 100.00%
1171
5000
132.2
91.0 M e
511 77.0 ‘ M 13.00 1350
Obeprrrerediree e il el nyz 119015 37.18%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #14096: Benzene, (1rneﬂwll;yopenyb (E)-
117.
132.0 J\
5000
1300 1350
91.0 m/z 132.20  36.96%
T i N
O\‘\\\\‘\\\\‘\H\i\‘\\\‘\H\\‘\H\‘H\\‘H\\‘M‘H‘HH‘H\‘M\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #14034: 1-Phenyl-1-butene
117.0
I A as
13.00 13.50
5000 132.0 m/z 115.10  32.40%
91.0
51.0 77.0 ‘
0“3??‘H_H‘wm‘NW‘_HM‘HW‘HWMHWH!MHNJMH‘H
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 M ﬂ
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl- e Foe ‘ NVY&
117.0 13.00 13.50
132.0 m/z 91.05 21.79%
5000
L
owHH_HWH‘}‘wH‘:WH_m‘lumJWH‘MW‘Mwl‘_m” ASANE W
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023015.D

Acqg On : 29 Jun 2021 19:51
Operator : JC/MD

Sample : M2875-12 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-methyl- 1.752 18.3 ug/l 83871 1 5.562 229077 50.0
Cyclopentane, m... 4,312 19.0 ug/l 86929 1 5.562 229077 50.0
Butane, 2-metho... 6.336 65.2 ug/l 380063 2 6.769 291339 50.0
Benzene, 1l-ethy... 11.384 89.3 ug/l 515188 4 12.024 288577 50.0
Benzene, 1l-ethy... 11.616 36.1 ug/l 208581 4 12.024 288577 50.0
Benzene, 1,2,3-... 12.091 45.1 ug/l 260509 4 12.024 288577 50.0
(Z)-1-Phenylpro... 12.244 51.7 wug/l 298344 4 12.024 288577 50.0
o-Cymene 12.616 15.7 ug/l 90333 4 12.024 288577 50.0
Benzene, 1l-ethy... 12.963 14.1 ug/l 81367 4 12.024 288577 50.0
Benzene, (1-met... 13.292 19.3 wug/l 111376 4 12.024 288577 50.0
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