LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\82X012521W.M
Title : SW846 8260
Signal : TIC: VX@20737.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 1.471 59 63 74 rVB 295845 341978 1.35% 0.306%
2 2.136 158 172 175 rBV 10148275 25262851 100.00% 22.622%
3 5.465 706 718 727 rBV2 206689 595434  2.36% ©0.533%
4 5.623 736 744 772 rVB 339698 1030986 4.08% 0.923%
5 6.032 799 811 817 rBV 219064 569920 2.26% ©.510%
6 6.111 817 824 834 rVB 413971 1045857 4.14% 0.937%
7 6.830 932 942 951 rBV 536838 1260953 4.99% 1.129%
8 7.269 1000 1014 1031 rBV 503917 1102328 4.36% 0.987%
9 7.440 1032 1042 1049 rVB 105312 257938 1.02% 0.231%
10 8.696 1242 1248 1253 rVB 1110694 1690722 6.69% 1.514%

11 8.763 1253 1259 1266 rBV 7324801 11353283 44.94% 10.166%
12 10.092 1472 1477 1483 rBV 1094627 1485612 .88% 1.330%
13 10.232 1495 1500 1510 rBV 1087170 1386317 5.49%  1.241%
14 10.342 1510 1518 1524 rBV 8819527 11773314 46.60% 10.543%
15 10.683 1568 1574 1585 rVB 4368884 5695134 22.54% 5.100%

%]

16 11.116 1640 1645 1651 rBV 881515 1167154 4.62%  1.045%
17 11.342 1673 1682 1688 rBV 208626 269407 1.07% 0.241%
18 11.415 1689 1694 1702 rVV 3327384 5663604 22.42% 5.072%
19 11.488 1702 1706 1717 rVB 1641344 2014108 7.97% 1.804%
20 11.652 1727 1733 1742 rBV 1509021 1865608 7.38% 1.671%
21 11.793 1750 1756 1761 rBV 5807253 7102984 28.12% 6.360%
22 12.006 1783 1791 1795 rBV 241832 321100 1.27% 0.288%
23 12.061 1795 1800 1805 rVB 1191803 1522718 6.03% 1.364%
24 12.128 1805 1811 1816 rBV 1842956 2301679 9.11% 2.061%
25 12.280 1832 1836 1839 rBV 1291495 1644191 6.51% 1.472%
26 12.354 1844 1848 1857 rVB2 977324 1414805 5.60% 1.267%
27 12.500 1868 1872 1878 rVB 378750 463738 1.84% ©.415%
28 12.567 1878 1883 1885 rBV 600498 740220 2.93% 0.663%
29 12.591 1885 1887 1892 rVB 572878 621076 2.46%  0.556%
30 12.652 1892 1897 1900 rBV 876856 1034981 4.10% 0.927%
31 12.738 1906 1911 1919 rBV3 482444 906235 3.59% 0.811%
32 12.884 1930 1935 1940 rVB2 312251 428237 1.70% 0.383%
33 12.957 1940 1947 1951 rBV 519171 706892 2.80% ©.633%
34 13.000 1951 1954 1960 rVB 910563 1059337 4.19% 0.949%
35 13.207 1980 1988 1992 rBV2 659033 936903 3.71% ©.839%
36 13.292 1998 2002 2004 rBV2 173587 256760 1.02% ©0.230%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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\82X012521W.M
Title : SW846 8260
37 13.329 2004 2008 2013 rVB2 1625452 2149383 8.51%  1.925%
38 13.463 2025 2030 2038 rVB 1073611 1409990 5.58% 1.263%
39 13.585 2046 2050 2052 rBV 202285 264823 1.e5% 0.237%
40 13.622 2052 2056 2061 rVvv2 286303 472975 1.87% 0.424%
41 13.701 2067 2069 2075 rVB2 297851 397166 1.57% ©.356%
42 13.817 2081 2088 2094 rVB 917896 1205386 4.77% 1.079%
43 13.890 2094 2100 2106 rVB 460124 655214  2.59% 0.587%
44 13.963 2106 2112 2117 rBV2 489753 700581 2.77% ©.627%
45 14.115 2133 2137 2141 rBV 355000 424023 1.68% ©.380%
46 14.268 2156 2162 2166 rBV 1286539 1895223 7.50% 1.697%
47 14.414 2182 2186 2190 rVB 336087 418216 1.66% ©.374%
48 14.518 2198 2203 2209 rBvV2 885617 1194213 4.73% 1.069%
49 14.676 2226 2229 2232 rVB 649989 763717 3.02% 0.684%
50 14.713 2232 2235 2240 rVB 248410 319321 1.26% 0.286%
51 14.817 2249 2252 2256 rVV 302477 359487 1.42% ©.322%
52 14.945 2268 2273 2279 rVB2 151176 258680 1.02% 0.232%
53 15.225 2315 2319 2327 rVB2 321162 677666 2.68% 0.607%
54 15.530 2360 2369 2373 rVV3 232729 420573 1.66% ©.377%
55 15.664 2385 2391 2394 rVV 227898 393227 1.56% ©.352%

Sum of corrected areas: 111674228
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1192-04
: 5.0mL/MSVOA_X/WATER
. 24

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\

: VX020737.D
: 25 Jan 2021 20:06

Jc/sp

Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1le+07
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2000000

0
Time-->
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4000000
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TIC: VX020737.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 1-Butanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.269 43.71 ug/1l 1102330 1,4-Difluorobenzene 6.830

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 Butane, 1-chloro- 92 C4HoCl 000109-69-3 45
3 Oxetane, 3,3-dimethyl- 86 C5H100 006921-35-3 33
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 33
5 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 33

Abundance Scan 1014 (7.269 min): VX020737.D\data.ms (-1000) (-) m/z 56.10 100.00%
5

6.1
41.0
5000
T e T
‘ ‘ 731 7.00 7.20 7.40 7.60
Ol et e 2L sz 41,05 63.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #839: 1-Butano
31.0 56.0
5000 LA L R U R B
7.00 7.20 7.40 7.60
m/z 43.05 50.11%
O\\\‘l\?;?‘\\}H‘\‘\\\M\H\\‘\\"\‘\\\\7‘:131.(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2436: Butane, 1-chloro-
56.0
e T S
41.0 7.00 7.20 7.40 7.60
5000 m/z 42.10 27.57%
27.0
oL 140 “H Ul 750 92,0
v e e e e A TS e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1773: Oxetane, 3,3-dimethyl- A RAREEL S
56.0 7.00 7.20 7.40 7.60
m/z 55.10 18.15%
41.0
5000
28.0
P o R+ 11 S SO AW A WY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.652 61.26 ug/l 1865610 1,4-Dichlorobenzene-d4 12.061
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 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 1733 (11.652 min): VX020737.D\data.ms (-1727) (- m/z 105.10 100.00%
105.1
5000
120.1 A
s1.1 00 11550 12.00
0 S 1400 106,10 30.61%
o T e s
miz-> 20 40 60 80 100 120 140
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 ﬁU\ 1 A
m/z 77 05 11 87%
O \]_\5\0‘ T \ \3\9“0\ \‘\5\9“0\‘\ T \H‘ T \‘\ T ‘M‘\ \‘\H“\ LI ‘ T
miz--> 20 40 60 80 100 120 140
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 K J
—r
1150 12.00
5000 m/z 91.05 11.66%
120.0
77.0
oltso RO .m0 i b
mfz--> 20 40 60 80 100 120 140
Abundance #9402: Mesitylene
105.0 11.50 12.00
m/z 79.05 9.13%
120.0
5000
77.0
0 590 0 ) J\
L A ]
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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, 1,2,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.128  75.58 ug/l 2301680 1,4-Dichlorobenzene-d4  12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 com12 000526-73-8 95

2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 1811 (12.128 min): VX020737.D\data.ms (-1805) (-~ m/z 105.05 100.00%
105.1

—

5000 120.1
L s,
511 77.1 12.00 12.50
O il 1882 s 106 05 40.93%
miz--> 20 40 60 80 100 120 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 /\
5000 A e
12.00 12.50
m/z 77.10 11.70%
O \J-\S\.O‘ \‘\ T \“‘\ \‘M‘S\g‘.o‘\‘\ T \“‘ T \‘\ T ’M‘\ \‘\‘ “\ LI ‘ 1
miz--> 20 40 60 80 100 120 140
Abundance #9401: Mesitylene
105.0
120.0 12.00 12.50
5000 ITI/Z 91.05 9.78%

39.0 590 77.0

3

o280 L T el
m/z--> 20 40 60 80 100 120 140
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 12.00 12.50
m/z 119.05 9.64%
5000 120.0
28.0 51.0 77.0
P N T IO | N Y
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\VX012521\
Data File : VX@20737.D

Acqg On : 25 Jan 2021 20:06

Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 4 Indane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.280 53.99 ug/l 1644190 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 70
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 64
5 Deltacyclene 118 C9H10 007785-10-6 52

Abundance Scan 1836 (12.280 min): VX020737.D\data.ms (-1832) (-
117.1

5000
91.1
390 630 ‘ ‘134.1
o"H"Hm"Hummw,mw L1522
miz--> 20 40 60 100 120 140
Abundance #8949.Indane
117.0
5000
39.0 550 91.0 ‘
O\q-:\;\()‘\‘\\\‘\\\\““\‘\\\’\\“\\‘\\\“‘\\\\‘\\\\
m/z--> 20 40 60 100 120 140
Abundance #8964: Benzene, cyclopropyl-
117.0
5000
91.0
510 ]
Y L R Nl Y. S |
m/z--> 20 40 60 80 100 120 140
Abundance #8961: Benzene, 2-propenyl-
117.0
5000 91.0
39.0 65.0
N ' S VTR VIO |
m/z--> 20 40 60 80 100 120 140

82X012521W.M Wed Jan 27 11:59

:43 2021

m/z 117.10 100.00%

%

12.00 12.50
m/z 118.10 56.95%

I

= —T
12.00 12.50
m/z 115.10 35.53%

%

12.00 12.50
m/z 119.10  20.53%

=

12.00 12.50
m/z 91.10 19.96%

3

12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 o0-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.652 33.98 ug/l 1034980 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1897 (12.652 min): VX020737.D\data.ms (-1892) (- m/z 119.10 100.00%
119.1

5000 n
91.0
12.50 13.00
39.0 650 145.2
Ol el ‘ b W EIS19 s 134,05 27.96%
miz--> 20 40 60 80 100 120 140
Abundance #14812: 0-Cymene
119.0
5000
12.50 13.00
91.0 4 m/z 91.05 16.13%
41.0 65.0
0 \1\5\.(‘)\‘\ T \“‘\ =t \”“\‘\ T \‘”‘ T ‘W\ \‘\w ";L‘?"O‘ T
miz--> 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0
i Y
12.50 13.00
5000 ITI/Z 120.10 10.44%
91.0
39.0 65.0 ‘
1 ol O T -
miz--> 20 40 60 80 100 120 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 12.50 13.00
m/z 105.05 8.93%
5000
91.0 4
41.0 65.0
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_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.207 30.76 ug/l 936903 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87

Abundance Scan 1988 (13.207 min): VX020737.D\data.ms (-1980) (- m/z 117.10 100.00%

117.1
5000
3.00 13.50
39.0 64.0 ‘ ‘ 1
o"‘_Hw_wWUH‘_Mwm1_‘lw}“‘?;‘l_mw?“??:q m/z 132.05  36.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
11y7.0
5000 /L — WA
13.00 13.50
m/z 115.10 26.37%
390 g5g 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\!‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
— =
13.00 13.50
5000 m/z 131.05  19.61%
91.0
51.0
obre 20 b e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50
m/z 91.10 13.29%
5000
39.0 g50 910 ‘
om‘“m‘_“‘“‘UH“_m"Hl‘u!wwm_m_m_m EAAVA AW
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

82X012521W.M Wed Jan 27 11:59:44 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 1-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.329 70.58 ug/l 2149380 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 92
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 89
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76

Abundance Scan 2008 (13.329 min): VX020737.D\data.ms (-2004) (-  m/z 117.05 100.00%
117.1

5000

91.1

39.1 65.0 ‘ 13.00 13.50
b e M 11482 2072 0 999,10 51.91%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
11y7.0
5000

13.00 13.50
9L.0 m/z 132.05  34.66%

27.0 51.0 ‘ |
\‘\‘\‘\\“‘\\“1”\“H‘H”{h‘uww‘HU‘HU’\‘U\‘\’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

T T
13.00 13.50

o

o

5000 m/z 115.10 29.67%
ol bl il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- P A
117.0 13.00 13.50
m/z 91.10 20.68%
5000
39.0 g50 9LO ‘
obrderbe b b M A Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.463 46.30 ug/l 1409990 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Isoquinoline, 1,2,3,4-tetrahydro... 147 C1OH13N 029726-60-1 59
3 Indan, epoxide 132 C9H80 000768-22-9 52
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 40
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 38

Abundance Scan 2030 (13.463 min): VX020737.D\data.ms (-2025) (- m/z 104.10 100.00%

104.1
5000 1321 jk
= ‘
511 780 H 13.50
Ol L 18222078y 935 05 46.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14083: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 BRI .
13.50
m/z 91.05 40.96%
51.0 78.0
0 ‘2\7‘\.(\)\“\\“1‘\“‘“\ \”iH‘H‘}\“HHh“ \‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22309: Isoquinoline, 1,2,3,4-tetrahydro-3-methyl-

-

104.0
132.0
L
13.50
5000 m/z 115.10 17.23%
43.0
78.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Indan, epoxide e
104.0 13.50
m/z 117.10 14.87%
5000
51.0 78.0 132.0
w0 Ll
o i A A VO
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.268 62.23 ug/l 1895220 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 98
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 60
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60

Abundance Scan 2162 (14.268 min): VX020737.D\data.ms (-2156) (- m/z 131.00 100.00%

131.0
5000
91.1
‘ 14.00 14.50
o - w “‘ “‘ 1 ‘h w ALl ““16‘2‘149‘1‘1‘ 28l m/z 118.10  76.28%
miz--> 100 150 200 250
Abundance #21668. Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 —ale A
14.00 14.50
390 0 m/z 146.05  61.70%
oL ‘\‘ “ “H ‘\m‘m‘h‘ \‘u ‘ hl‘ ““‘ ——— e —
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.00 14.50
5000 ITI/Z 117.10 36.71%
39.0 91.0
0 “ H‘ “H\\M Hm‘h I \“ ‘\H“ “\‘ : e e
miz--> 50 100 150 200 250
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- = e
131.0 14.00 14.50
m/z 115.05 29.82%
- | MM
ok : \‘ M ‘H‘h‘ ‘h‘ b \H h‘ lm““ . — — A P
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.518 39.21 ug/l 1194210 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 89
4 Benzene, (1l-methyl-1-butenyl)- 146 C1l1H14 053172-84-2 76
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 76

Abundance Scan 2203 (14.518 min): VX020737.D\data.ms (-2198) (- m/z 131.05 100.00%

131.1
5000
91.0
51.0 ‘ Jm 50.2 ' 14.50
ol n«‘ﬁ P2t 28l nyz 118.18  65.18%
miz--> 50 100 150 200 250
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
5000 — :
14.50
390 10 m/z 146.05  56.47%
ok ‘\“ \“\ }‘H ‘\N‘m‘h‘ ‘\‘u‘ M‘ hl‘ ““‘ T
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.50
5000 m/z 117.10 34.13%
39.0 91.0
0 d H\N ‘hm‘h‘ s I \H‘\ “\\‘ S
m/z--> 50 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- e ‘
131.0 14.50
m/z 115.05 30.82%
5000 91.0
39.0
0 N —— 4NIS
m/z--> 50 100 150 200 250 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012521\
Data File : VX020737.D

Acqg On : 25 Jan 2021 20:06
Operator : JC/SP

Sample : M1192-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.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|
1-Butanol 7.269 43.7 ug/l 1102330 2 6.830 1260950 50.0
Benzene, 1l-ethy... 11.652 61.3 wug/l 1865610 4 12.061 1522720 50.0
Benzene, 1,2,3-... 12.128 75.6 ug/l 2301680 4 12.061 1522720 50.0
Indane 12.280 54.0 ug/l 1644190 4 12.061 1522720 50.0
o-Cymene 12.652 34.0 ug/l 1034980 4 12.061 1522720 50.0
1H-Indene, 2,3-... 13.207 30.8 wug/l 936903 4 12.061 1522720 50.0
1-Phenyl-1-butene 13.329 70.6 ug/l 2149380 4 12.061 1522720 50.0
Naphthalene, 1,... 13.463 46.3 ug/l 1409990 4 12.061 1522720 50.0
Naphthalene, 1,... 14.268 62.2 ug/l 1895220 4 12.061 1522720 50.0
Naphthalene, 1,... 14.518 39.2 ug/l 1194210 4 12.061 1522720 50.0
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