LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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

Signal : TIC: VX@21515.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.287 30 34 48 rBvV 480154 579314 4.66% 0.756%
2 1.393 48 52 59 rBV 1291585 1339027 10.77% 1.748%
3 1.775 111 117 132 rVB 2000138 2812166 22.62% 3.671%
4 1.981 147 152 166 rVB2 503732 786505 6.33% 1.027%
5 2.099 166 172 180 rVV 262734 363609 2.93% 0.475%
6 2.193 183 188 193 rVW 123626 193635 1.56% 0.253%
7 2.246 193 197 208 rVB 224074 342421 2.75% 0.447%
8 2.823 274 295 298 rBvV2 79926 245117 1.97% 0.320%
9 2.870 298 303 306 rvv 118054 247553 1.99% 0.323%
10 2.911 306 310 324 rVB2 171662 399502 3.21% 0.521%
11  3.146 339 350 367 rVB 82126 189290 1.52% 0.247%
12 4.370 548 558 571 rVB 183961 526865 4.24% 0.688%
13 5.464 731 744 751 rBV 48529 144676 1.16% 0.189%
14 5.552 751 759 765 rVW4 42203 146336 1.18% 0.191%
15 5.629 766 772 801 rVB2 75257 268246 2.16% 0.350%
16 6.035 830 841 848 rBV 51032 135242 1.09% 0.177%
17 6.317 865 889 901 rVB4 58403 263262 2.12% 0.344%
18 6.829 968 976 985 rBV 116268 293782 2.36% 0.383%
19 7.435 1067 1079 1090 rBVS5 56385 156378 1.26% 0.204%
20 8.159 1192 1202 1205 rBV 69420 139008 1.12% 0.181%
21 8.694 1287 1293 1299 rVB 251086 393156 3.16% 0.513%
22 8.765 1299 1305 1311 rBV 274586 403073 3.24% 0.526%
23 10.094 1526 1531 1537 rVB 276080 359014 2.89% 0.469%
24 10.235 1549 1555 1566 rVV 1863888 2380420 19.15% 3.107%

25 10.347 1566 1574 1587 rVB 9366087 12429495 100.00% 16.224%

26 10.682 1625 1631 1641 rVB 4964632 6410017 51.57%
27 11.000 1679 1685 1691 rBV 144386 185786 1.49%
28 11.118 1700 1705 1712 rBV ~ 229987 304754  2.45%
29 11.341 1734 1743 1750 rBV 378535 466022 3.75%
30 11.418 1750 1756 1764 rVV 3728839 6689195 53.82%

00000
w
O
(o]
R

31 11.494 1764 1769 1780 rVB 2624120 3277120 26.37% 4.277%
32 11.653 1790 1796 1805 rBV 2326921 2776247 22.34%  3.624%
33 11.794 1814 1820 1825 rBV 8723995 10342251 83.21% 13.499%
34 12.012 1852 1857 1860 rBV 123942 149065 1.20% ©.195%
35 12.059 1860 1865 1871 rVB2 320017 425405 3.42% ©.555%

36 12.130 1871 1877 1882 rBV 2763375 3353975 26.98% 4.378%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 12.283 1897 1903 1911 rBV2 1370993 2209592 17.78% 2.884%
38 12.359 1911 1916 1922 rVB2 1098099 1483085 11.93% 1.936%
39 12.447 1926 1931 1936 rBvV2 109638 149105 1.20% 0.195%
40 12.500 1936 1940 1946 rVB 250812 290056 2.33% 0.379%
41 12.571 1946 1952 1954 rBV 651603 816672 6.57% 1.066%
42 12.594 1954 1956 1961 rVB 570333 567121 4.56% 0.740%
43 12.653 1961 1966 1969 rBV 970950 1154070 9.28% 1.506%
44 12.683 1969 1971 1976 rVB 156860 172226 1.39% 0.225%
45 12.742 1976 1981 1989 rBvV2 531533 792624 6.38% 1.035%
46 12.889 2000 2006 2011 rVB 325489 399811 3.22% 0.522%
47 12.959 2011 2018 2022 rBV 684831 850987 6.85% 1.111%
48 13.000 2022 2025 2031 rVB 1110936 1258540 10.13% 1.643%
49 13.083 2031 2039 2042 rBV2 98197 200205 1.61% 0.261%
50 13.206 2056 2060 2064 rVB 492856 580390 4.67% ©.758%
51 13.330 2077 2081 2087 rVB2 1303665 1758369 14.15% 2.295%
52 13.465 2099 2104 2112 rVB 164570 214221 1.72% 0.280%
53 13.583 2120 2124 2127 rW 147050 191453 1.54% 0.250%
54 13.624 2127 2131 2137 rVB4 180834 336884 2.71% 0.440%
55 13.706 2142 2145 2150 rVB2 172932 254509 2.05% ©.332%
56 13.818 2156 2164 2173 rBV 985478 1280013 10.30% 1.671%
57 14.112 2210 2214 2220 rBV 149959 187986 1.51% ©.245%
58 14.254 2234 2238 2244 rBV 140014 211424 1.70% 0.276%
59 14.677 2305 2310 2321 rVB 681666 834955 6.72% 1.090%
60 14.818 2329 2334 2344 rBV 406786 502509 4.04% 0.656%
Sum of corrected areas: 76613736
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1806-02
: 5.0mL/MSVOA_X/WATER
. 45

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\

: VX021515.D
: 26 Mar 2021 03:15

JC/MD

Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX021515.D\data.ms
8000000
6000000
4000000
2000000 Lr7s
1.393
1.28 1.9
0 J\%%?%g\% 223301 3.146 4.370 5.4685329  6.035 6.3
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\Y_Y*\‘Tr\\‘\\\\‘W_V\\’—Y_Y_r\‘j\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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
Abundance TIC: VX021515.D\data.ms
10.847
8000000
6000000
10.682
4000000 11.418
49
2000000 10.235
0 6.829 7.435 8.159 8.69/65 10.094 11,@@011811-/3\
— P — A A —— 4 — N Gl NREAVE
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX021515.D\data.ms
11.794
8000000
6000000
4000000
12.130
1.653
2000000 L 15,550
21 §§59 12.653 13.000 . 13.818
744295913 20 14.6/f 018
. 1397 29906837 5905 083 |13.468382006  14.112254 IR
T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T ‘ T T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 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\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 Butane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
1.393 249.59 ug/l 1339030  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Isobutane 58 C4Hie 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5

Abundance  Scan 52 (1.393 min): VX021515.D\data.ms (-48) (-) m/z 43.00 100.00%

43.0 q
5000
“ 58"-0 1.20 1.40 1.60 1.80
O e et e m/z 40.95 36.79%
mlz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #232: Butane
43.0
5000 29.0
1.20 1.40 1.60 1.80
m/z 39.00 18.53%
O \\\‘\\H‘\\‘\\’H1\‘\\\ii\}\\’H\‘\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #236: Isobutane
43.0
R s
1.20 1.40 1.60 1.80
5000 m/z 42.00 14.02%
27.0
oL 10 140 |, [, 570
e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #19275: Isopropylsulfonyl chloride
43.0 1.20 1.40 1.60 1.80
m/z 58.00 13.37%
5000
27.0
140 | | 640 830 99.0
O v T e e e T R RS A

m/z--> 0 10 20 30 40 50 60 70 80 90 100 1.20 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 2 Butane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.775 524.18 ug/1 2812170  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 10
5 Azetidine 57 C3H7N 000503-29-7 9
Abundance Scan 117 (1.775 min): VX021515.D\data.ms (-111) (-) m/z 43.00 100.00%
43.0 m
5000
72.0 1.40 1.60 1.80 2.00
Ol st e e 2o m/Z 4095 92.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #714: Butane, 2-methyl-
43.0
5000
1.40 1.60 1.80 2.00
m/z 41.95 86.58%
015.072.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #654: 3-Buten-1-ol
42.0
1.40 1.60 1.80 2.00
5000 m/z 57.00 65.78%
72.0
owom
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane A e e
43.0 1.40 1.60 1.80 2.00
m/z 39.00 34.25%
5000
72.0
R —
m/z--> 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00

82X032421W.M Fri Mar 26 18:26:24 2021 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 Pentane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.981 146.60 ug/l 786505  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 40
3 Butane, 2-methyl- 72 C5H12 000078-78-4 10
4 Cyclobutylamine 71 CAHSN 002516-34-9 9
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 9

Abundance Scan 152 (1.981 min): VX021515.D\data.ms (-147) (-) m/z 43.00 100.00%

5000
‘ ‘UO 1.60 1.80 2.00 2.20 2.40
C
0Lttt b 298 Mz 42,00 59.24%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #706: Pentane
43.0
5000 T T T T T
1.60 1.80 2.00 2.20 2.40
m/z 41.00 56.11%
72.0
0 \‘\:\L?\.‘()\“}‘H“i}H‘H“\\!\‘\H\‘H\\‘\\H‘\H\‘H\\‘\\H‘\H\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #668: Oxirane, ethyl-
42.0
e A
1.60 1.80 2.00 2.20 2.40
5000 m/z 39.00 22.31%
71.0
o) ]
N e —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #713: Butane, 2-methyl- A S REEmaRREE
43.0 1.60 1.80 2.00 2.20 2.40
m/z 57.00 15.63%
5000
mo‘ 720
o e L L B o oo wn STV e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.418 786.22 ug/l 6689200 1,4-Dichlorobenzene-d4 12.059
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 94
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 1756 (11.418 min): VX021515.D\data.ms (-1750) (-  m/z 105.00 100.00%
105.0
5000
120.1 J\
: L
39.0 63.0 77"0 91"'0 11.50
Ol et b e M e m/z 120005 30.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ‘/\‘
120.0 11.50
m/z 91.00 14.04%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\?%\.‘?\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
11.50
5000 m/z 76.95 13.70%
120.0
77.0 91.0
39.0
Oy b e M b b
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 )\
Abundance #9429: Benzene, 1-ethyl-4-methyl- —H—
105.0 11.50
m/z 78.95 9.40%
5000
120.0
77.0 91.0
I ST i
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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, 1-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.653 326.31 ug/l 2776250 1,4-Dichlorobenzene-d4 12.059
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 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1796 (11.653 min): VX021515.D\data.ms (-1790) (- m/z 105.00 100.00%
105.0
5000
120.1 J\ A
e —
oH_m_mwH‘,wm‘,M‘_H‘l‘_Hu“;‘H_‘s!wwmW m/z 120.05  29.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ‘/\‘ T ‘A
1200 11.50 12.00
m/z 91.00 13.16%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\?%\.‘?\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0
11.50 12.00
5000 m/z 76.95 12.85%
120.0
77.0 91.0
I SR
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 )\ A
Abundance #9426: Benzene, 1-ethyl-3-methyl- L ——
105.0 11.50 12.00
m/z 79.00 9.91%
5000
120.0
39.0 77.0 91.0 A /\
Obrrrrre 280 o e 250 Al ke 1 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.130 394.21 ug/l 3353980 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
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 1877 (12.130 min): VX021515.D\data.ms (-1871) (- m/z 104.95 100.00%
105.0
5000 120.1 f\ j\
—— —
390 630 77‘0 91.0 12.00 12.50
Ober e e e bl myz 120,05 41.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0

Ll

5000 — —=
120.0 12.00 12.50
m/z 77.00 12.74%
77.0 91.0
15.0 e )
O\\‘H\\‘H\M‘H\\“\\Hi\‘\\\‘\\‘\\‘\\\}‘H\\‘HH‘HH‘H‘\‘\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 j\ A
ra/\ L
1200 1250
28.0 77.0 91.0
51.0
T N R TINN NOY Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9401: Mesitylene
105.0 12.00 12.50

m/z 119.10 9.18%

120.0
5000
77.0
39.0 91.0
0 15.0 I “5?0” ‘\\ | ‘ il j\/\j\

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 Benzene, cyclopropyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.283 259.70 ug/l 2209590 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
2 Indane 118 C9H10 000496-11-7 70
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 55
5 Deltacyclene 118 C9H10 007785-10-6 52

Abundance Scan 1903 (12.283 min): VX021515.D\data.ms (-1897) (- m/z 117.10 100.00%
117.1

5000
91.0
39.0 63.0 ‘ ‘ 134.1 12.00 12.50
Obrrerrrrerrrredireelbd il ML myz 118,00 54.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8966: Benzene, cyclopropyl-
117.0
I A
5000 T —T
91.0 12.00 12.50
51.0 m/z 115.00  35.55%
O\\‘H\\‘%\7\‘()\\\\“\H\HH\\’EHHT\M\‘HH‘“\HM‘\H‘\H‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
12.00 12.50
5000 ITI/Z 91.00 22.03%
39.0 63.0 91.0
L SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8960: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10  21.98%
5000
91.0
51.0
0"‘H"‘%‘7“0“‘“_"‘}“"‘,M‘,‘MWH:W:‘MW!‘_m_mw
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\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.359 174.31 ug/1 1483090 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94

Abundance Scan 1916 (12.359 min): VX021515.D\data.ms (-1911) (- m/z 119.05 100.00%

119.1
5000
134.1 A
91.0 IBUIV DN R LN
39.0 65.0 ‘ ‘ 12.00 12.50
NS MR T M S R S m/z 134.05  34.16%
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 12.00 12.50
m/z 91.00 21.73%
150 390 459 U
O\\\‘\‘\‘\\\“‘\\“”\“\‘\\\“\\\\’“\\m‘l\\\”\’\
miz--> 20 60 80 100 120 140
Abundance #14811: o-Cymene
119.0
12.00 12.50
5000 ITI/Z 105.00 17.47%
134.0
91.0
41.0 65.0
L H TR ‘ I \‘H L
oLt b e L
miz--> 20 40 60 80 100 120 140 I
Abundance #14908: Benzene, 1- methyl3(l|ﬂethWethyD — L 4 :
19.0 12.00 12.50
m/z 77.00 11.07%
5000
134.0
| H.
410 650
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\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.000 147.92 ug/l 1258540 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 95
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 2025 (13.000 min): VX021515.D\data.ms (-2022) (-  m/z 119.00 100.00%

119.0
5000
91.0
39.0 65.0 13.00
bt b M 12481 2069y 934 05 45.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.00
390 m/z 91.00 18.92%
0 50 91.0
O \\\‘\‘\\\“‘\\“”\“}“\\\‘H‘\\‘f\‘w\\wl\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
T \
13.00
5000 ITI/Z 120.05 10.28%
91.0
39.0 65.0
0 ':L\S(‘OH\\\“‘\\‘h“\“u\““\H\“1‘”‘1“‘\H‘\WHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 77.00 10.13%
5000
91.0
15.0 39.0 650 ‘
0 \m‘\‘\\\“‘\w‘;‘\“;‘u\““\H\“%WM\\\“\‘\m‘uu‘uu‘\m M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.330 206.67 ug/l 1758370 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 2081 (13.330 min): VX021515.D\data.ms (-2077) (- m/z 117.00 100.00%

11y.0
5000
91.0
51.0 ‘ ‘ 13.00 13.50
oWH‘_w‘:u“‘l‘”“_mmem1MwW_WWZ‘Q‘?:? m/z 119.10  34.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000
13.00 13.50
m/z 132.05 33.14%
390 gsg 910 ‘ ‘
O\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\!‘\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
A A en,
13.00 13.50
5000 m/z 115.00  28.59%
390 g5 9L0 ‘
0“ﬂ‘ﬂ_NMWWHJ‘H"_“M‘%h“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 13.00 13.50
m/z 91.00 19.20%
5000
91.0
51.0 ‘
R Y Y S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@32521\
Data File : VX021515.D

Acqg On : 26 Mar 2021 03:15
Operator : JC/MD

Sample : M1806-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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|
Butane 1.393 249.6 ug/l 1339030 1 5.629 268246 50.0
Butane, 2-methyl- 1.775 524.2 wug/l 2812170 1 5.629 268246 50.0
Pentane 1.981 146.6 ug/l 786505 1 5.629 268246 50.0
Benzene, 1l-ethy... 11.418 786.2 ug/l 6689200 4 12.059 425405 50.0
Benzene, 1l-ethy... 11.653 326.3 ug/l 2776250 4 12.059 425405 50.0
Benzene, 1,2,3-... 12.130 394.2 ug/l 3353980 4 12.059 425405 50.0
Benzene, cyclop... 12.283 259.7 ug/l 2209590 4 12.059 425405 50.0
Benzene, 2-ethy... 12.359 174.3 ug/l 1483090 4 12.059 425405 50.0
Benzene, 1,2,3,... 13.000 147.9 wug/l 1258540 4 12.059 425405 50.0
1H-Indene, 2,3-... 13.330 206.7 ug/l 1758370 4 12.059 425405 50.0
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