LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X042021W.M

Title : SW846 8260

Signal : TIC: VX@21774.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  1.349 35 43 44 rBV3 5408 14598 1.84% 0.191%
2 1.587 76 82 87 rVvB7 6876 11859 1.49% 0.155%
3  2.825 278 285 289 rBV2 11447 25669 3.23%  0.336%
4 2.904 296 298 312 rvB6 3743 10733 1.35% 0.140%
5 3.154 331 339 346 rBvV3 8391 20781 2.62% 0.272%
6 4.282 514 524 532 rBV2 13562 41427 5.22% 0.542%
7 4.367 532 538 550 rVB2 11089 33097 4.17% 0.433%
8 5.196 663 674 676 rBV7 3897 9131 1.15% ©0.119%
9 5.464 706 718 727 rBV 95144 270076 34.01% 3.533%
10 5.629 734 745 752 rBV 152695 442575 55.74% 5.790%
11 5.696 752 756 769 rVB 43764 117677 14.82% 1.539%
12 5.903 782 790 798 rBV7 3580 10384 1.31% 0.136%
13 6.031 801 811 819 rBV 90350 241604 30.43%  3.161%
14 6.111 819 824 833 rVW2 17686 46957 5.91% 0.614%
15 6.233 836 844 845 rVW4 5161 10169 1.28% 0.133%
16 6.318 845 858 869 rVW 92008 288735 36.36% 3.777%
17 6.422 869 875 889 rVB6 5879 17399 2.19% 0.228%
18 6.830 929 942 951 rBV 238090 564595 71.11% 7.386%
19 7.421 1030 1039 1049 rVB6 12271 38666 4.87% 0.506%
20 7.549 1054 1060 1066 rVv2 8115 16532 2.08% 0.216%
21 7.610 1066 1070 1074 rVV4 8342 17525 2.21% 0.229%
22 7.659 1074 1078 1083 rVV 8477 17638 2.22% 0.231%
23 7.824 1099 1105 1111 rVB5 4651 9601 1.21% 0.126%
24  8.037 1131 1140 1148 rVB 76377 151126 19.03% 1.977%
25 8.159 1150 1160 1169 rBV 110691 229544 28.91%  3.003%
26 8.549 1219 1224 1233 rVB6 7928 16578 2.09% 0.217%
27 8.696 1236 1248 1257 rBV 485597 794006 100.00% 10.387%
28 9.147 1314 1322 1326 rVB2 6167 10674 1.34% 0.140%
29 9.202 1326 1331 1335 rBV 11178 17403 2.19% 0.228%
30 9.549 1383 1388 1394 rVB7 4024 8007 1.01% 0.105%
31 10.092 1467 1477 1487 rBV 436525 610207 76.85% 983%
32 10.232 1496 1500 1505 rBV 9953 13060 1.64% 171%
33 10.342 1510 1518 1523 rVB 9581 17241 2.17%

34 11.000 1620 1626 1632 rBV 160645 203031 25.57%
35 11.122 1640 1646 1651 rBV 336491 446460 56.23%

UUNNe® O N
N
N
[e))
B

36 11.341 1677 1682 1691 rVB 315346 377763 47.58%  4.942%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 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\82X042021W.M
Title : SW846 8260
37 11.652 1728 1733 1737 rVB 13645 17378 2.19% ©.227%
38 11.786 1752 1755 1760 rVB 7314 9317 1.17% 0.122%
39 11.902 1770 1774 1776 rBV 36227 43825 5.52% 0.573%
40 11.927 1776 1778 1782 rVB 32263 34645 4.36% 0.453%
41 12.061 1794 1800 1808 rBV 406904 502054 63.23% 6.568%
42 12.213 1821 1825 1831 rBV2 6109 8187 1.03% 0.107%
43 12.280 1831 1836 1843 rVV 392590 485119 61.10% 6.346%
44 12.353 1843 1848 1856 rvB2 58017 87292 10.99% 1.142%
45 12.439 1858 1862 1867 rBV 33816 44437 5.60% ©.581%
46 12.512 1867 1874 1879 rVB2 13859 21894 2.76% 0.286%
47 12.652 1890 1897 1900 rBV 215159 260996 32.87% 3.414%
48 12.683 1900 1902 1906 rvVv 17512 19207 2.42% ©.251%
49 12.737 1906 1911 1919 rVv2 117791 173231 21.82% 2.266%
50 12.878 1928 1934 1938 rVB2 5989 9440 1.19% 0.123%
51 12.957 1938 1947 1953 rBV 138749 179915 22.66%  2.354%
52 13.061 1959 1964 1970 rVB2 11858 18266 2.30% 0.239%
53 13.152 1972 1979 1981 rBV2 11901 17553 2.21% 0.230%
54 13.207 1985 1988 1995 rwV 33888 45261 5.70% ©.592%
55 13.298 1995 2003 2004 rvv3 8236 15877 2.00% ©.208%
56 13.329 2004 2008 2014 rVV3 39185 59298 7.47% 0.776%
57 13.408 2018 2021 2026 rVV 8897 14183 1.79% 0.186%
58 13.463 2026 2030 2034 rvVB2 9563 12754 1.61% 0©.167%
59 13.585 2046 2050 2052 rVWVW 14545 20576 2.59% 0.269%
60 13.615 2052 2055 2059 rvv 22773 29659 3.74% 0.388%
61 13.676 2059 2065 2068 rVVv2 11252 22522 2.84% ©.295%
62 13.713 2068 2071 2075 rVB2 14249 19078 2.40% 0.250%
63 13.817 2080 2088 2097 rBV 113216 145587 18.34%  1.905%
64 13.963 2105 2112 2117 rBV6 5575 8531 1.07% 0.112%
65 14.115 2131 2137 2141 rBV 10158 14344 1.81% 0.188%
66 14.262 2155 2161 2170 rBV3 8446 17049 2.15% 0.223%
67 14.359 2170 2177 2182 rVWV 21379 28400 3.58% 0.372%
68 14.414 2182 2186 2190 rVB2 6882 9527 1.20% ©.125%
69 14.640 2215 2223 2226 rBV3 4842 8501 1.07% 0.111%
70 14.822 2246 2253 2262 rBV 30455 41895 5.28% 0.548%
71 16.389 2502 2510 2515 rBV 13647 25874 3.26% ©.338%
Sum of corrected areas: 7644200
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021774.D\data.ms

400000

300000

200000

100000 5.464 6.031 6.3

1.349 1.587 2.825n, 3.154 4.28267 5196
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX021774.D\data.ms
8.696

10.092

400000

11.122
11.341

300000
6.830

200000

11.000
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100000 8.037
k@zz 7. 4?71362%69 824 /\ 8 549 9% 2 9549 0. 202342

e e e e ‘ —— e A L
Time--> 6.50 7.00 750 800 8.50 9.00 9.50 10.00 10,50 11.00

Abundance TIC: VX021774.D\data.ms
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300000
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100000
2439
209 12%\%5
T T T ‘ T T T T ‘ T
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200000
14.822
13.988.10526233414.640 || 16.389
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe42021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22

Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 1 Pentane, 2,3-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
5.696 13.29 ug/l 117677  Pentafluorobenzene 5.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 59
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
4 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 45
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 38
Abundance Scan 756 (5.696 min): VX021774.D\data.ms (-752) (-) m/z 56.10 100.00%
56.1
41,1
5000 71.1
'5.40 5.60 5.80 6.00
L | 811002
\H’\H\‘HH‘H\HHHiH\‘HH’H\\“HH‘HH‘HH‘HH’HH’H\ mz 57 19 75 75/
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3992: Pentane, 2,3-dimethyl-
56.0
410
5000 T T T T T T
270 71.0 5.40 5.60 5.80 6.00
] m/z 43.10  61.61%
85.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #599: Ethane, isocyanato-
56.0
R A RERE
71.0 5.40 5.60 5.80 6.00
5000 m/z 41.10 56.90%
28.0
‘ 42.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12720: Hexane, 2,2,4-trimethyl- S BARENEES S e s
57.0 5.40 5.60 5.80 6.00
m/z 71.10 43.14%
5000
41.0
71.0
27)0
‘ ‘\ ‘ | 850 99.0 11301280

m/z-->

10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Pentane, 2,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.318 25.57 ug/1 288735 1,4-Difluorobenzene 6.830

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 83
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
Abundance Scan 858 (6.318 min): VX021774.D\data.ms (-845) (-) m/z 57.05 100.00%

57.0
5000 /\
411 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
M say %92 6.00 6.20 6.40 6.60

\H‘\H\‘HH‘\H\‘HH“\‘H\‘H‘\}‘HH‘\H\‘H.H‘HH“HH‘HH‘\ mz 56 19 39 92/

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7656: Pentane, 2,2,4-trimethyl-
57.0
5000

6.00 6.20 6.40 6.60
41.0 m/z 41.10 23.67%

27.0 99.0
\H‘\H\‘HH‘\H\‘HH‘HH\‘H\\‘HZ:‘L\.\O\\‘HH‘HH“HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7649: Hexane, 2,2-dimethyl-

57.0

6.00 6.20 6.40 6.60
5000 m/z 43.10 16.13%
41.0
27,0 ‘

20 1l “ 710 850 90 1140
R e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7673: Butane, 2,2,3,3-tetramethyl- AN
57.0

6.00 6.20 6.40 6.60
m/z 39.10 7.16%

5000
41.0
270 | ‘ 830 990

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Heptane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.037 13.38 ug/l 151126  1,4-Difluorobenzene 6.830

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 80
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72
4 Heptane, 3,3,4-trimethyl- 142 C1OH22 020278-87-9 64
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 64
Abundance Scan 1140 (8.037 min): VX021774.D\data.ms (-1131) (-) m/z 43.10 100.00%
43.1 71.2
5000
P e
7.80 8.00 8.20 8.40
\‘\\\\‘\\\\“\\\\’\\1\‘\\\\‘\1\174\‘2\\\\‘\\\\‘\\\\‘\\\%(\)\7\]\- m/z 71.29 97-59%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7631: Heptane, 4-methyl-
43.0
71.0
5000 LA L L I I N L
7.80 8.00 8.20 8.40
m/z 70.10 61.58%
50 | | |, 140
\‘\\\\‘\\\\‘1\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7658: Pentane, 2,3,4-trimethyl-
43.0
R RAARRREE N
71.0 7.80 8.00 8.20 8.40
5000 m/z 41.05 28.88%
‘_‘H"H‘_‘H,‘H‘_‘H“H‘_‘H“H‘_‘H“H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3990: Pentane, 3,3-dimethyl- N e RANREE
43.0 7.80 8.00 8.20 8.40
m/z 55.10  23.39%
71.0
5000
15°H ‘ 1L L1000

m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.159 20.33 ug/l 229544  1,4-Difluorobenzene 6.830

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
Abundance Scan 1160 (8.159 min): VX021774.D\data.ms (-1150) (-) m/z 43.05 100.00%
71.2
5000
R N s S man
| ‘ 99.2 7.80 8.00 8.20 8.40
e e 20T sz 71.200 67.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 T T T T T T T
7.80 8.00 8.20 8.40
m/z 70.10 58.12%
150 | || |90
\‘\\\\‘\\\\‘\\\‘\’\\M\\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7645: Hexane, 3,3-dimethyl-
43.0
Yy
7.80 8.00 8.20 8.40
71.0
5000 m/z 57.10 50.33%
99.0
‘_%ﬁguu¢mﬂh‘LWVHJM‘H_‘H‘H‘W‘HW‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #12706: Hexane, 2,3,4-trimethyl-
43.0 7.80 8.00 8.20 8.40
m/z 85.20 45.40%
5000
71.0
H Ul L0 1280

m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.280 48.31 ug/l 485119 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
2 Indane 118 C9H10 000496-11-7 64
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 58

Abundance Scan 1836 (12.280 min): VX021774.D\data.ms (-1831) (- m/z 117.20 100.00%
117.2

5000 Nﬂ
91.1 ‘ ‘J\ 2
39.0 63.1 ‘ ‘ 134.2 12.00 12.50
O brprrrr bbb b ‘um_“”w m/z 118.20  54.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8964: Benzene, cyclopropyl-
117.0
5000 — A
12.00 12.50
91.0 S
‘ m/z 115.10  34.55%
51.0
\\‘H\\‘%\7\.‘()\\\\“\\Hi‘!\\‘l’\‘\‘\\?ﬂ.\ﬂ)‘\\H‘H\H‘\‘H\‘Hl“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane

117.0 /hj\

12.00 12.50
5000 m/z 119.15 30.18%
39‘.0 6%.0 9]1.0
. . el | | | |
e e e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene — ‘/\‘ — A
11v.0 12.00 12.50
m/z 105.10  25.91%
5000 91.0
39.0 65.0
\\‘u\\‘um‘\\\1“\\\\{‘hw!,;‘\‘\\,\\\‘l‘uu“}m‘\‘m‘m“mwm‘m
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\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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-ethyl-2,4-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.652 25.99 ug/l 260996 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 1897 (12.652 min): VX021774.D\data.ms (-1890) (- m/z 119.20 100.00%
119.2
5000
3091 771 12.50 13.00
0l bbb b 2080 28l oy z 134,20 28.90%
miz--> 50 100 150 200 250
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 \/\\/\‘ T \j\\ T T T
12.50 13.00
m/z 91.10 14.26%
w0 7170, |
L Ll m - L
T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 m/z 120.20 9.81%
390 770
A
miz--> 50 100 150 200 250 J\
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl- \AwA‘ LA A
119.0 12.50 13.00
m/z 117.20 8.60%
5000
S Y I S - MJL -
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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, (2-methyl-1-propen... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.738 17.25 ug/1 173231 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 86
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 83

Abundance Scan 1911 (12.737 min): VX021774.D\data.ms (-1906) (- m/z 117.15 100.00%

11y.2
5000
91.1
39.1 65.1 ‘ I 1%&1 12.50 13.00 .
0 b e e m/z 115.10 30.71%
m/z--> 20 40 60 80 100 120 140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0
12.50 13.00
m/z 132.20  29.28%
39.0 65.0 133.0
\]_\5\(?\\\\"\\“\‘\““\\\‘\\‘}\“H\\H‘\H\‘\‘\\\\
m/z--> 20 40 60 100 120 140
Abundance #14056:Benzene,l%ﬂhenyh34ﬂhyh
117.0 /A
—— e
1250 13.00
5000 ITIZ 15.01%
0 91.0
51.
133.0
Lo G0 yme o O
m/z--> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
11y.0 12.50 13.00
m/z 118.2 9.52%
5000
300 650 10 ‘ 13"30
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\VXe42021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22

Operator JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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, 1,2,3,4-tetramethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.957 17.92 ug/1l 179915 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 1947 (12.957 min): VX021774.D\data.ms (-1938) (- m/z 119.20 100.00%
119.2
5000 K
13.00
390 /7.1 )
el 92 2810y 134,20 45.44%
m/z--> 50 100 150 200 250
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
5000
1300
91.05 15.24%
39.0 770
T : T ‘\ ‘\‘ i“‘ \M T ‘H\ \‘ ‘M T M‘! \M T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
1300
5000 m/z 120.20 9.68%
39.0 77.0
L “\ ‘M b L\ I ‘M‘M! “\‘ — — ——
m/z--> 50 100 150 200 250
Abundance #14867: Benzene, 1,2,3,5-tetramethyl- A A
119.0 13.00
m/z 133.20 9.45%
5000
39.0
770
i Y I MA MMI\/\A
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.329 5.91 ug/1 59298 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 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 70
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 68
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 68
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 62
Abundance Scan 2008 (13.329 min): VX021774.D\data.ms (-2004) (-  m/z 117.10 100.00%
117.1
911 T T T ‘ﬁ{\j\\/\ T
390 65.0 ‘ “147.2 13.00 13.50
\H\‘H\\"“\\“V\““UH‘\“‘H‘M‘”\‘H i\‘“‘\\‘\‘\\\“\\\\‘\\\\2‘(\)\7.\2\ m/Z 132.20 36.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 AR, el
13.00 13.50

m/z 119.10 33.05%
e,
o L

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14030: Indan, 1-methyl-
117.0
A A
13.00 13.50
5000 ITI/Z 115.10 29.47%

150 90 80 10 | |
[ o a Al

R R e R L T B SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 /J\MAAJl,ﬂAMK
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- ‘/\ e
117.0 13.00 13.50
m/z 131.20 20.18%
0 0

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50

91.0 ‘
|

91.0
51.0

5000
“m
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042021\
Data File : VX021774.D

Acqg On : 20 Apr 2021 23:22
Operator : JC/MD

Sample : M2079-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042021W.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|
Pentane, 2,3-di. 5.696 13.3 ug/l 117677 1 5.629 442575 50.0
Pentane, 2,2,4-... 6.318  25.6 ug/l 288735 2 6.830 564595 50.0
Heptane, 4-methyl- 8.037 13.4 ug/l 151126 2 6.830 564595 50.0
Pentane, 2,3,3-... 8.159 20.3 ug/l 229544 2 6.830 564595 50.0
Benzene, cyclop... 12.280 48.3 ug/l 485119 4 12.061 502054 50.0
Benzene, 1l-ethy... 12.652 26.0 ug/l 260996 4 12.061 502054 50.0
Benzene, (2-met... 12.738 17.3 ug/l 173231 4 12.061 502054 50.0
Benzene, 1,2,3,... 12.957  17.9 ug/l 179915 4 12.061 502054 50.0
1H-Indene, 2,3-... 13.329 5.9 ug/l 59298 4 12.061 502054 50.0
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