Data Path
Data File
Acqg On
Operator
Sample
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ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

: 16

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
: VX021578.D
: 29 Mar 2021 15:39

JC/MD

: M1785-17 10X

5.0mL/MSVOA_X/WATER

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VX@21578.D\data.ms
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353
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5

3 % of largest Peak

100
TOP

: Z:\voasrv\HPCHEM1\MSVOA X\Method\82X032421W.M
: SW846 8260

max last PK peak corr. corr.

scan scan scan TY height area % max

733 744 756 rBV 47847 135177 10.84%
759 772 785 rBV 69612 192018 15.40%
830 840 851 rBV 52511 136452 10.95%
965 976 990 rBV2 117142 276502 22.18%
1286 1293 1308 rVB 239818 380763 30.54%
1525 1531 1539 rBV 262390 350932 28.15%
1548 1555 1560 rBV 16025 24129  1.94%
1560 1572 1579 rBV 88349 141616 11.36%
1613 1621 1628 rBV3 14756 32290 2.59%
1646 1654 1659 rBv2 35707 53604  4.30%
1659 1667 1671 rBvV3 28538 46207 3.71%
1671 1673 1679 rVB2 10839 13839 1.11%
1679 1685 1690 rBV 171386 217139 17.42%
1700 1705 1710 rBV 216375 283920 22.78%
1710 1713 1717 rVB2 11615 15408  1.24%
1721 1729 1737 rVB3 25918 39762 3.19%
1738 1743 1751 rBV 320963 400673 32.14%
1751 1756 1761 rVV 151255 196887 15.79%
1761 1768 1777 rVB 245936 327397 26.26%
1791 1796 1803 rVB4 23823 44286 3.55%
1809 1813 1815 rVwV 60638 74026  5.94%
1815 1819 1829 rVB 1014841 1246629 100.00%
1829 1838 1840 rBvV 52011 80481 6.46%
1840 1843 1848 rVV 119707 146080 11.72%
1848 1852 1853 rVV 20118 23303  1.87%
1853 1856 1860 rVV 47937 62022  4.98%
1860 1865 1871 rVV 261605 333503 26.75%
1871 1876 1883 rVV 394309 479419 38.46%
1887 1892 1898 rVB 47122 66872 5.36%
1898 1903 1911 rBV 376401 527221 42.29%
1911 1915 1923 rVB3 137887 254364 20.40%
1925 1930 1937 rBV 72947 96733 7.76%
1937 1941 1947 rVB6 8443 17119 1.37%
1947 1952 1954 rBV 57327 80746  6.48%
1954 1956 1959 rvwVv 56524 58124 4.66%
1961 1966 1969 rvwv 264024 324473 26.03%

12.

653

Wed Mar 31 18:21:06 2021

()

14.

[ )

OwWNOO® OO, O N

OwWwnNP~O

A0 UVTwWwOo

OO0 RN




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\82X032421W.M
Title : SW846 8260
37 12.683 1969 1971 1976 rVwV 88621 96665 7.75% 1.133%
38 12.742 1976 1981 1989 rVB3 189526 335255 26.89% 3.928%
39 12.883 1998 2005 2009 rVB2 46568 79111 6.35% 0.927%
40 12.959 2009 2018 2022 rBV 142939 195637 15.69% 2.292%
41 13.001 2022 2025 2032 rVB2 63484 78762 6.32% ©.923%
42 13.065 2032 2036 2041 rVB3 18837 28573 2.29% 0.335%
43 13.136 2041 2048 2051 rBV 15899 22499 1.80% 0.264%
44 13.177 2051 2055 2057 rBv2 21184 23464 1.88% 0.275%
45 13.206 2057 2060 2064 rVB 26319 27369  2.20% ©.321%
46 13.295 2070 2075 2076 rBV2 11582 13993 1.12% 0.164%
47 13.324 2076 2080 2087 rVB2 255547 361843 29.03% 4.239%
48 13.459 2099 2103 2109 rVB 16459 22682 1.82% 0.266%
49 13.624 2127 2131 2135 rVWv2 18909 27179 2.18% 0.318%
50 13.677 2135 2140 2142 rVWVv2 10618 17360 1.39% 0.203%
51 13.701 2142 2144 2152 rVB2 17670 24543 1.97% ©.288%
Sum of corrected areas: 8535051
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ M1785-17 10X
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\

: VX021578.D
: 29 Mar 2021 15:39

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0
Time-->
Abundance
1000000

800000

600000

400000

200000

TIC: VX021578.D\data.ms

5462-629  6.029

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: VX021578.D\data.ms

11.342

10.094 ‘
8.694 11118 |48
4

0
Time-->
Abundance
1000000

800000

600000

400000

200000

Time-->

11.00
6.829 10.336
i 1oz 10-62*%M g

— T —— T —T —T — T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX021578.D\data.ms

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Benzene, 1-ethyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.418 29.52 ug/1 196887 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1756 (11.418 min): VX021578.D\data.ms (-1751) (- m/z 104.95 100.00%
105.0
5000
ST D
39.0 6 77.0 11.50
S N S e Al 1801 ms7 120.05  30.69%
miz-> 20 40 60 80 100 120 140
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 A i ‘/\‘A/\\ '
120.0 11.50
m/z 91.00 12.89%
77.0
0 \1\8‘0\ ‘\ \3\9“‘0\ \‘\5\9“.‘0\‘\ T !m[ T \M T “1‘\ \‘\““\ L
miz-> 20 40 60 80 100 120 140
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
NS
11.50
5000 m/z 76.95 12.13%
120.0
39.0 77.0
TR T A N
0 ‘2‘0‘ — ‘4‘6‘ e ‘(;‘0““ ‘ ‘E‘;‘o‘ -l iés ‘ “12“0‘ - iAd ‘
m/z-->
Abundance #9420: Benzene, 1,2,4-trimethyl- AP‘ ‘AJ\Ag‘
105.0 11.50
m/z 79.00 8.92%
120.0
5000
27.0 51.0 7.0 ‘
N SOV POV TN M NV N
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39

Operator JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
. 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 Benzene, 1,2,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.124 71.88 ug/l 479419 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 1876 (12.124 min): VX021578.D\data.ms (-1871) (- m/z 105.00 100.00%
105.0
5000 120.1 J\
| | WA VN
39.0 77‘ 0 12.00 12.50
R —— w‘\w‘“p‘ L 1891 s 100,10 39.78%
m/z--> 20 40 80 100 120 140
Abundance #9412 Benzene, 1,2,3-trimethyl-
105.0
5000 A‘ T
120.0 12.00 12.50
m/z 77.00 14.00%
39.0 77.0
O \1\5\.()‘\‘} T \“‘\ \‘\ T “\p\ T IM[ T \‘\ T “\‘\ \‘\““\ LI ‘ T
m/z--> 20 80 100 120 140
Abundance #9421.Benzene,L2¢Lunneﬂwh
105.0
120.0 12.00 12.50
5000 m/z 90.95 11.14%
77.0
ol 220 S50
m/z--> 20 80 100 120 140
Abundance #9402: Mesitylene
105.0 12.00 12.50
m/z 119.10 9.31%
120.0
5000
Ll ]
m/z--> 20 80 100 120 140 12.00 12.50

82X032421W.M Wed Mar 31 18:21:09 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Benzene, 1-ethenyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.283 79.04 ug/l 527221 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 92
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 86
3 Deltacyclene 118 C9H10 007785-10-6 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
Abundance Scan 1903 (12.283 min): VX021578.D\data.ms (-1898) (- m/z 117.05 100.00%
1171
5000
91.0
134.1
39.0 630 ‘ ‘ 12.00 12.50
Obrrrererereredbereberbleer il b L nz 118.05  55.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
5000 MY e enll
91.0 12.00 12.50
m/z 119.00  44.96%
390 580
O\\‘H\\‘H\\‘HH“HHH}H‘!‘}UH‘\\\P‘HH“HH‘\‘\H‘H!“HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
12.00 12.50
5000 m/z 105.10 42.76%
39.0 63.0
o"‘1‘5‘9‘”“_”:‘iuH‘}‘:MHH"m‘l_m“m:‘m_‘!‘Www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂ
Abundance #8953: Deltacyclene A~‘ AUAVSS I
117.0 12.00 12.50
m/z 114.95 36.49%
5000
39.0 910
65.0 ‘
) S S S W S S|
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.442 14.50 ug/l 96733 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 98
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 87
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 81
4 o-Cymene 134 C10H14 000527-84-4 68
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 62

Abundance Scan 1930 (12.442 min): VX021578.D\data.ms (-1925) (- m/z 105.00 100.00%

105.0
5000 134.1
77.0 L ‘ /l‘\/\‘/\‘ ‘
39.0 ‘ | M 12.50
Ot perreledba bl el B 2070 s 199,08 78.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105.0
5000 134.0
12.50
77.0 m/z 134.05 47.11%
39.0
180 1Ly L)
O \\\‘\\‘\\‘\\w\“‘\\\\‘\\‘”\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14844: Benzene, 1,3-diethyl-
119.0 /\ J\
A AUV TN
12.50
5000 m/z 90.95 36.78%
91.0
39.0 650 ‘ ‘
Y N " 1 T Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14841: Benzene, 1,4-diethyl-
119.0 12.50
m/z 117.00  23.23%
5000
91.0
41.0 65.0 ‘ ‘
MBI N A | T ER—
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.571 12.11 ug/1 80746 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1952 (12.571 min): VX021578.D\data.ms (-1947) (- m/z 119.05 100.00%

119.1
5000
91.0

51.0 ‘ 12.50
o‘Hwwuhme“‘HH“:‘H‘Hwwww_mz“?m m/z 134.05  32.22%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-

119.0

5000

91.0 n/z 91.00  20.68%
|

65.0
15039011
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0

o

12.50
5000 m/z 105.00 14.52%
91.0
390 65.0 ‘
ol 280, bl
m/z--> 20 40 60 80 100 120 140 160 180 200 /\\/\
Abundance #14810: o-Cymene e ‘/\‘ ‘ T
119.0 12.50
m/z 120.10 10.75%
5000
91.0
150 390 650 |
O‘HM“m“‘u“w‘h‘u“‘HH‘WHMmwm‘mwmwm ~— A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 o0-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.653 48.65 ug/l 324473 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 p-Cymene 134 C1oH14 000099-87-6 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
Abundance Scan 1966 (12.653 min): VX021578.D\data.ms (-1961) (- m/z 119.05 100.00%
119.1
5000
134.1
91.0
39.0 65.0 | | | 12.50 13.00
0 e bt et m/z 134,05 29.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14811: 0o-Cymene
119.0
5000 /\/\]\j\ T \/\\ T T T
12.50 13.00
91.0 134.0 m/z 91.00  16.60%
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 #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 m/z 120.00 9.54%
91.0 134.0
IECT R
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 M M /\
Abundance #14809: p-Cymene A ‘ ‘A‘ LA o
119.0 12.50 13.00
m/z 76.95 9.01%
5000
91.0 134.0
41.0 65.0
O\\‘HH‘?ﬁ‘-\o‘uu“‘uu“\u\‘\‘\‘H‘\HM“HHH‘\H‘\WH‘H‘\‘{luu‘u‘u‘H -/\‘ F .
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\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 (E)-1-Phenyl-1-butene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.683 14.49 ug/l 96665 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 94
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
Abundance Scan 1971 (12.683 min): VX021578.D\data.ms (-1969) (- m/z 117.00 100.00%
117.0
5000 JJJt
91.0 ‘
38.9 65.0 ‘ ‘ 12 50 13. OO
O bl by b Ll 3982068y 132,05 45.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14051: (E)-1-Phenyl-1-butene
117.0
5000 —— o
91.0 12.50 13.00
510 m/z 115.05 37.74%
28.0 ‘ ‘
O \\\‘\\\\‘\\M‘\“‘H\\H}H‘\\‘}\‘N\\\‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
S
12.50 13.00
5000 m/z 91.00 18.77%
91.0
270 7% ‘ ! ‘
) i NP A S Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14042: Benzene, 2-butenyl- o
117.0 12. 50 13 OO
m/z 131.00 18.77%
5000 91.0
390 65.0 j
0 150‘\ ‘ \H \“ u L ‘ H‘ /\

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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 Indan, 1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.742 50.26 ug/l 335255 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 83
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 1981 (12.742 min): VX021578.D\data.ms (-1976) (- m/z 116.95 100.00%
117.0
5000 NJAA¥A
91.0 AP Ll
51.0 ‘ ‘ 12.50 13.00
Ol rrrb el Wl 148 2071 /7 114,95 32.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
5000
12.50 13.00
91.0 m/z 119.00 30.85%
39.0 65.0 " ‘
O‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117.0
12.50 13.00
5000 m/z 132.00 26.69%
91.0
270 51.0 ‘
Rkl A Y N TN ) R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 JN
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- — e
117.0 12.50 13.00
m/z 90.95 21.44%
5000

:

390 450 910 ‘
H Al

obbede bbb b LWL A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.959 29.33 ug/l 195637 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 96
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 95
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
5 o-Cymene 134 C1eH14 000527-84-4 95
Abundance Scan 2018 (12.959 min): VX021578.D\data.ms (-2009) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 135.1 13.00
O e it SIS myz 134005 42.31%
miz--> 20 40 60 80 100 120 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 ‘A‘ T
13.00
390 910 m/z 91.00 19.64%
" 65.0 ‘ 1?5.0
0 \\\‘\‘\\\“\ \“H\“{“\\\‘H‘\\\\“i‘\\wl\\\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
.
13.00
5000 m/z 120.10 10.15%
390 91.0
. 65.0 135.0
0 ‘1‘5"?“‘ ‘ ““‘ SR A “1 et ‘M e R
miz--> 20 40 60 80 100 120 140 f/\ j\
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth VLA -
119.0 13.00
m/z 77.00 9.69%
5000
91.0
41.0 65.0 l?rS.O
S D | A A PRI R VAIVN
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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, 1,2,3,4-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.324 54.25 ug/l 361843 1,4-Dichlorobenzene-d4 12.065
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 81
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0H14 076089-59-3 81
3 o-Cymene 134 C1eH14 000527-84-4 81
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 81
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 81

Abundance Scan 2080 (13.324 min): VX021578.D\data.ms (-2076) (- m/z 119.10 100.00%
119.1
5000 134.1 Jjbb
91.0
389 650 ‘ ‘ 13.00 13.50
O b b Ll gz 134,05 42.82%
miz-> 20 40 60 80 100 120 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 /\A
5000 134.0 e ——t
13.00 13.50

m/z 117.00  37.25%

91.0
39.0 65.0
O \]:S\C)’ T ‘\ T “‘ T ‘\‘ T ‘ ‘\‘ T \‘ ‘ T ‘\ T ‘ w T M“" T \“\ ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0

13.00 13.50
5000 134.0 m/z 91.00 22.84%
91.0
41.0 65.0
o289 ‘\‘\‘ el el “\‘ -
m/z--> 20 60 80 100 120 140
Abundance #14812: 0o-Cymene
119.0 13. 00 13 50

m/z 115.00  17.46%

5000
134.0
91.0
41.0 65.0
0 15.0 11 | | I m | ‘ ‘ | -

I L o o e e L L i e s ‘
m/z--> 20 40 60 80 100 120 140 3. 0 13 50

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032921\
Data File : VX021578.D

Acqg On : 29 Mar 2021 15:39
Operator : JC/MD

Sample : M1785-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.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|
Benzene, 1l-ethy... 11.418 29.5 ug/l 196887 4 12.065 333503 50.0
Benzene, 1,2,3-... 12.124 71.9 wug/l 479419 4 12.065 333503 50.0
Benzene, 1-ethe... 12.283 79.0 ug/l 527221 4 12.065 333503 50.0
Benzene, 1,2-di... 12.442 14.5 ug/l 96733 4 12.065 333503 50.0
Benzene, 2-ethy... 12.571 12.1 ug/l 80746 4 12.065 333503 50.0
o-Cymene 12.653 48.6 ug/l 324473 4 12.065 333503 50.0
(E)-1-Phenyl-1-... 12.683 14.5 ug/l 96665 4 12.065 333503 50.0
Indan, 1-methyl- 12.742 50.3 ug/l 335255 4 12.065 333503 50.0
Benzene, 1,2,3,... 12.959 29.3 ug/l 195637 4 12.065 333503 50.0
Benzene, 1,2,3,... 13.324  54.3 ug/l 361843 4 12.065 333503 50.0
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