LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X020822W.M

Title : SW846 8260

Signal : TIC: VX@27078.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.751 185 109 115 rVB 4608 6458 1.14% 0.126%
2 2.343 199 206 219 rVB2 12181 26403 4.65% 0.513%
3 2.532 231 237 248 rBV 4492 8659 1.53% 0.168%
4 2.788 271 279 282 rBV 12312 25976 4.58% 0.505%
5 2.830 282 286 302 rVB 11512 26135 4.60% 0.508%
6 3.165 323 331 340 rBV 15784 35810 6.31% 0.696%
7 4.220 506 514 524 rVB3 3097 9035 1.59% 0.176%
8 5.141 655 665 678 rBV6 2143 8990 1.58% 0.175%
9 5.391 696 706 720 rBV2 65160 191101 33.67% 3.716%
16 5.556 722 733 757 rVB2 113990 353219 62.22% 6.868%
11 5.842 771 780 789 rVB5S 2424 7343 1.29% 0.143%
12 5.964 789 800 809 rvv 72782 191089 33.66% 3.716%
13 6.049 809 814 821 rVV3 4446 11651 2.05% 0.227%
14 6.171 821 834 842 rVV6 8272 33583 5.92% 0.653%
15 6.257 842 848 858 rVv2 9080 27369  4.82% 0.532%
16 6.372 858 867 874 rVB3 3344 8931 1.57% 0.174%
17 6.769 919 932 943 rBV 181758 442529 77.96%  8.605%
18 6.860 943 947 957 rVB2 6676 14758 2.60% 0.287%
19 7.177 991 999 1008 rVB3 3589 7534 1.33% 0.146%
20 7.366 1022 1030 1037 rBV4 3748 8485 1.49% 0.165%
21 7.781 1092 1098 1104 rBV3 3343 6673 1.18% 0.130%
22 7.884 1113 1115 1123 rVV7 2937 6425 1.13% 0.125%
23 7.988 1123 1132 1142 rVB4 5655 15526 2.74% 0.302%
24  8.110 1145 1152 1163 rBV3 11830 27342  4.82% 0.532%
25 8.506 1209 1217 1224 rVB5 5411 12354 2.18% 0.240%
26  8.653 1235 1241 1250 rVB 363828 567652 100.00% 11.038%
27 8.842 1265 1272 1279 rBV4 4667 9329 1.64% 0.181%
28 8.957 1282 1291 1300 rVV 142002 231476 40.78%  4.501%
29 9.049 1300 1306 1312 rVV 165415 250827 44.19% 4.877%
30 9.104 1312 1315 1320 rVwv2 5416 9384 1.65% 0.182%
31 9.165 1320 1325 1335 rVB 15238 24454  4.31% 0.476%
32 9.433 1364 1369 1371 rBV 5081 7889 1.39% 0.153%
33 9.457 1371 1373 1377 rW 7311 10657 1.88% 0.207%
34 9.500 1377 1380 1387 rvv4 3403 7267 1.28% 0.141%
35 9.762 1419 1423 1427 rVB4 3611 6418 1.13% 0.125%

36 10.055 1462 1471 1481 rBV 365151 498335 87.79%  9.690%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  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\82X020822W.M
Title : SW846 8260
37 10.146 1481 1486 1491 rVB4 6105 11105 1.96% 0.216%
38 10.250 1497 1503 1506 rBv4 3672 6072 1.97% 0.118%
39 10.414 1525 1530 1536 rVB5S 7033 13061 2.30% 0.254%
40 10.963 1617 1620 1624 rVB 4954 5953 1.05% 0.116%
41 11.085 1634 1640 1645 rBV 281329 353982 62.36% 6.883%
42 11.615 1724 1727 1732 rVB 9052 11136 1.96% 0.217%
43 11.890 1769 1772 1777 rVB 8952 11987 2.11% 0.233%
44 12.024 1789 1794 1800 rBV 359511 430045 75.76% 8.362%
45 12.176 1816 1819 1823 rVB 7148 8711 1.53% 0.169%
46 12.249 1823 1831 1837 rVv2 198835 262551 46.25% 5.105%
47 12.317 1837 1842 1848 rVWV 23878 27767 4.89%  ©.540%
48 12.408 1852 1857 1864 rVB2 14525 19460 3.43% 0.378%
49 12.530 1873 1877 1882 rVB 8565 10071 1.77% 0.196%
50 12.615 1886 1891 1894 rBV 74969 91146 16.06% 1.772%
51 12.646 1894 1896 1900 rvV 22076 24009 4.23% 0.467%
52 12.701 1900 1905 1912 rVB 207669 246672 43.45% 4.797%
53 12.841 1922 1928 1932 rVB 6963 8378 1.48% 0.163%
54 13.030 1954 1959 1964 rBV2 8970 13379 2.36% 0.260%
55 13.140 1973 1977 1979 rBV 8952 11830 2.08% 0.230%
56 13.170 1979 1982 1992 rVB 76572 96208 16.95% 1.871%
57 13.261 1992 1997 1999 rBV2 4689 7109 1.25% ©0.138%
58 13.292 1999 2002 2008 rVvV 83660 110150 19.40% 2.142%
59 13.347 2008 2011 2013 rVVv3 12912 16469 2.90% 0.320%
60 13.371 2013 2015 2021 rVvV 8546 9838 1.73% 0.191%
61 13.426 2021 2024 2029 rVB 5546 6621 1.17% 0.129%
62 13.511 2031 2038 2040 rBV3 7308 10675 1.88% 0.208%
63 13.548 2040 2044 2047 rVWV 36809 50746 8.94% 0.987%
64 13.591 2047 2051 2054 rVV4 12973 21774 3.84% 0.423%
65 13.646 2054 2060 2061 rVV2 17733 30592 5.39% ©.595%
66 13.664 2061 2063 2072 rVB2 34197 45156 7.95% ©.878%
67 13.871 2091 2097 2102 rBV2 6825 10590 1.87% 0.206%
68 13.926 2102 2106 2110 rvV 5617 6663 1.17% 0.130%
69 14.078 2126 2131 2136 rBV 7933 9796 1.73% 0.190%
70 14.377 2176 2180 2189 rVB3 4402 5895 1.04% 0.115%
Sum of corrected areas: 5142663
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX027078.D\data.ms
350000

300000
250000
200000

150000

5.556

100000
5391 5.964

50000
1.751 2.343) 53, 27880 3.105 4.220 5.141 5.8426,0895725

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX027078.D\data.ms
350000 8.653 10.p55

300000 11.085
250000

200000 6.769

9.049
150000 8.95

100000

50000

o372 860 7177366 7.7888888110 8506 | 8842 |910F° etEmo 0762 @.@50.414 10.96;“;
(LHENED b SadLL A0 D R e e 4B

T T I
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX027078.D\data.ms

350000 12.024

300000

250000

12.701
200000 12.249

150000

100000
12.6

50000
938206078 14377

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 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\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Pentane, 3-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.105 5.07 ug/l 35810 Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 74
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 43
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 38
Abundance Scan 331 (3.105 min): VX027078.D\data.ms (-323) (-) m/z 57.10 100.00%
57.1
41.1
5000
e  RRRRRRRE
‘ 711 850 2.80 3.00 3.20 3.40
bt el e e b e M/Z 56,10 85.95%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 \\r‘/\\\\\‘\\\\’\\\\‘\\\\‘
270 2.80 3.00 3.20 3.40
m/z 41.10 62.18%
o T 880
O \H‘\H\‘HH‘\\}\‘H\\i\\\\‘\‘\\\‘HH‘\H\‘H}\‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0
N A
2.80 3.00 3.20 3.40
m/z 43.10 23.98%
5000 41.0 /
27.0 71.0
0 ‘ ‘ A 99.0 113.0
e e b e ST
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2013: Oxirane, (1-methylethyl)- AR e
41.0 56.0 2.80 3.00 3.20 3.40
m/z 39.10 17.96%
5000
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Di-sec-Butyl ether Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.957  23.22 ug/l 231476  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 64
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
4 Diethyl carbitol 162 C8H1803 000112-36-7 47
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 42

Abundance Scan 1291 (8.957 min): VX027078.D\data.ms (-1282) (-) m/z 45.10 100.00%

45.1
101.1
5000 501
| 83.0 1151 8.60 8.80 9.00 9.20
Obrrrrrrerrbbs gl e HSA1800 o Sg 10 06.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000
550 101.0 8.60 8.80 9.00 9.20
29.0 ' m/z 101.10  52.38%
83.0
ol 150 ] 1L \ 115.0 130.0
H‘HH’HH’H\\‘HH‘HH‘HH‘HH’\H\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0 j\
29.0 /LGNS K6 S
50.0 87.0 LoL0 8.60 8.80 9.00 9.20
5000 ' ITI/Z 41.05 44 .04%
obr IEY ..1150130.0
L 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0 8.60 8.80 9.00 9.20
m/z 59.10 40.47%
5000
41.(
o 101.0
0 ‘ u“ 73.0 87.0 115.0 130.0
SRR PR V1 AR s L SN &< 0 UBSSND 1V SRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 3-Pentanol, 3-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.049  25.17 ug/1 250827 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 72
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 Diethyl carbitol 162 C8H1803 000112-36-7 47
5 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 40

Abundance Scan 1306 (9.049 min): VX027078.D\data.ms (-1300) (-) m/z 45.10 100.00%

45.1
5000 101.1
59.0
83‘-1 s 1 8.80 9.00 9.20 9.40
Obrererrrprrpreeibe el b 91800 s 57 05 93.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000 LI L L L L B B B
550 101.0 8.80 9.00 9.20 9.40
29.0 ' m/z 101.10  50.83%
8
ol 150 ] \ 115.0 130.0
H‘HH’HH’HH‘HH‘HH‘HH‘HH’\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl-
45.0 j\
e M.
880900920940
87.0 1010
9.0 9.0
so | o |
oww,w,mWm‘um_m‘w,mWHwwww_m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0 8.80 9.00 9.20 9.40
m/z 59.05 30.80%
5000
41.(
o 101.0
0 ‘ u“ 73.0 87.0 115.0 130.0
SRR PR V1 AR s L SN &< 0 SINMIED ML A S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, cyclopropyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.249  30.53 ug/l 262551 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 60
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 60
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60
4 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 55
5 Deltacyclene 118 C9H1e 007785-10-6 55
Abundance Scan 1831 (12.249 min): VX027078.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
5000
911 134.1 /\
— —
391 630 77‘-1 12.00 12.50
Ob etk el e bl e mz 129,10 67.63%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 ‘_A“/\“A‘
12.00 12.50
91.0 -
m/z 105.10  65.89%
51.0 65.0 ‘ ‘
O\‘\2\\7\-?\\H“H\\i‘u\‘1‘i‘\‘u‘\\\”‘\\H‘HH\H‘H\‘H“‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
A W,
12.00 12.50
m/z 118.10  53.14%
5000 91.0
39.0 65.0
O bttt bbb e e
m/z--> 20 30 40 50 60 70 80 90 100 110120130140 A
Abundance #10191: Benzene, 2-propenyl- e =k
117.0 12.00 12.50
m/z 115.10 37.38%
5000
91.0
510 65.0 A‘
0‘_2](?”m“"H}‘m‘!‘1‘:“‘_m‘!""‘H:"":‘mwl“_m‘ww e
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.615 10.60 ug/l 91146  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 p-Cymene 134 C1oH14 000099-87-6 95
Abundance Scan 1891 (12.615 min): VX027078.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
il o
39.0 65.0 | ‘ ol 135.1 12.50 13.00
ottt Al m/z 134.05  29.41%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 A /\4\ is —
12.50 13.00
91.0 m/z 91.10 16.46%
0 T \1\5\-(‘) T \4\1‘::1.\0\ b \”‘6‘\5‘.\0\ \‘”‘ T ’W\ \‘\w T 130
miz--> 0 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
A n] -
12.50 13.00
5000 m/z 120.10 10.11%
91.0
0 15'0 4%.0 L 6?'0 | i Ll “‘ 13\5-0
e At e
miz--> 0 20 40 60 80 100 120 140 /\
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- AL p N —
119.0 12.50 13.00
m/z 117.10 8.84%
5000
91.0
oL 2800 710 R0 L YO Y —
m/z--> 0 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\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Indan, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.701  28.68 ug/l 246672  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86

Abundance Scan 1905 (12.701 min): VX027078.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1

5000
132.0 J\
—— —
91.0
39.1 65.1 “ 12.50 13.00
O e b e e e m/z 115.05 32.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11y7.0 JL
5000 1250 1300J\
132.0 : -
910 m/z 132.00  28.09%
39.0 65.0 “ ‘
O\\‘\\\\‘\\\‘\‘HH“\\\\i‘\‘\\\“\‘H\\‘H\‘\‘\\\\“\H\‘\\H’HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—— —
12.50 13.00
5000 132.0 m/z 91.05 13.35%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 Jﬂ
Abundance #16107: 1-Phenyl-1-butene AV o
117.0 12.50 13.00
m/z 118.10 9.96%
5000 132.0
91.0
51.0
210 | T80 ‘ | /\ A
O rrprrrrpretprrrtprrre e e e e 5
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\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.170  11.19 ug/1 96208 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 1982 (13.170 min): VX027078.D\data.ms (-1979) (- m/z 117.10 100.00%
117.1
5000 1320
390 651 “ ‘ 13.00 13.50
0 HwWwmwmmwJ\mmw_m‘mu_ku!um” m/z 132.80  37.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 — J\ A —ls
1320 13.00 13.50
o 91.0 m/z 115.05 26.38%
O \\‘H\\‘%\7\‘()\\\\“H\\i‘\\\\‘\‘1‘\\7\4\'\9‘\H\“\H\‘U\‘H‘HH‘\HM‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 13.00 13.50
5000 m/z 131.05 18.14%
51.0
27.0 | ‘
0 "‘H"‘Hw"‘H"}m‘:m"":u"‘m”"mH_lel‘_‘”w
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ N\,\j\/\
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- o ‘A‘ R
117.0 13.00 13.50
m/z 91.00 12.18%
5000 132.0
39.0 910
v AL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.292 12.81 ug/l 110150 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
Abundance Scan 2002 (13.292 min): VX027078.D\data.ms (-1999) (- m/z 117.10 100.00%
1171
5000
132.1
391 650 10 ‘ | 13.00 13.50
o———1——4 \HW\‘W\\“W‘\H\\‘N\ ‘H“Ww‘, : m/z 132.05 33.98%
miz-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 T j \J\A‘/\‘
13.00 13.50

m/z 115.05  27.43%

39.0 65.0 91.0 ‘
o240 L L “U‘ e
miz--> 20 40 60 80 100 120 140
Abundance #16103: Indan, 1-methyl-
117.0 M
s e

13.00 13.50
5000 m/z 131.00 17.98%
132.0
e 39.0 63.0 91.0 ‘ ‘
o RER ‘wh“m‘ﬂym“m“"N“‘m“‘l“ M“,‘

miz--> 20 40 60 80 100 120 140 A ﬂm\jLX
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- ‘ ‘A‘ e
117.0 13.00 13.50

m/z 91.05 13.01%

5000 132.0
. 91.0 M
51.
0 27.0 | \‘\ Ll 74""‘p \‘ 1 H il /\/M A > .

m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.548 5.90 ug/1 50746 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91

Abundance Scan 2044 (13.548 min): VX027078.D\data.ms (-2040) (- m/z 131.05 100.00%

131.1
5000 /\/\\ ﬂA
91.1 1150 C AR
390 640 ‘ | 1471 13.50 -
0 bt b m/z 146.05  25.03%
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 \ j\[\\ \/\\ T T T /\\/\/\‘
13.50
1150 m/z 129.05 14.49%
O\\\\‘\‘\ T \“‘\ \“f‘\ ‘W\‘\ \“ T “\‘\ T 1 T \‘U‘\ ™ i
miz--> 20 40 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 [\
\ TR PRI
13.50
5000 ITI/Z 115.00 14.33%
115.0
3%0 63.0 91.0 ‘ H\ 147.0
00— “Ji"f‘ﬂh“W‘M‘H““““‘M“MU“lh‘
miz-> 20 40 60 80 100 120 140 M
Abundance #25010: Benzene, (3-methyl-2-butenyl)- e ‘
131.0 13.50
m/z 91.10 12.29%
91.0
5000
39.0
115.0
M L0 e
0 “ AR h;“m I I Mﬂ

miz--> 60 8 100 120 140 13.50

82X020822W.M Mon Feb 21 12:23:32 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.664 5.25 ug/1 45156 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 93
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 92
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 87

Abundance Scan 2063 (13.664 min): VX027078.D\data.ms (-2061) (- m/z 131.05 100.00%

131.1
5000 \ j\/\
1 146.1 e gt Loy /\
w0 68 0 5.0 ‘ 13.50 14.00
Ol e i el A il m/z 146.85  22.96%
miz--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 [\ T /\\ T T T /\\/\/\‘ )\\
13.50 14.00
91.0 146.0 m/z 115.00  15.08%
- 64.0 ‘ | |
O\‘\‘\ T \“‘\ \“i‘\ ‘W\ T \“‘ T “‘\‘\ T “‘ \‘U‘\ T 1“\ T
miz--> 20 40 60 80 100 120 140
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 M
P SN
13.50 14.00
5000 ITI/Z 91.00 12.16%
146.0
390 g4 910 1150 ‘
0\%49\\Mw\WM HUH\J‘\\L\‘N\\H‘\MJ\‘wh\
miz--> 20 40 60 80 100 120 140
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A ‘AHAA
131.0 13.50 14.00
m/z 129.10 10.94%
5000 146.0
39.0 91.0 1150 j\
63.0
0‘%49"““ﬁM‘WMH‘H“L“HH‘MW‘JM“lh“ ATALAR VRN A”
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX021722\
Data File : VX027078.D

Acqg On : 17 Feb 2022 15:23
Operator : JC/MD

Sample : N1593-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X020822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 3-methyl- 3.105 5.1 wug/l 35810 1 5.562 353219 50.0
Di-sec-Butyl ether 8.957 23.2 ug/l 231476 3 10.055 498335 50.0
3-Pentanol, 3-e... 9.049 25.2 ug/l 250827 3 10.055 498335 50.0
Benzene, cyclop... 12.249 30.5 wug/l 262551 4 12.024 430045 50.0
o-Cymene 12.615 10.6 ug/l 91146 4 12.024 430045 50.0
Indan, 1-methyl- 12.701 28.7 ug/l 246672 4 12.024 430045 50.0
Benzene, 1l-ethe... 13.170 11.2 ug/1 96208 4 12.024 430045 50.0
1H-Indene, 2,3-... 13.292 12.8 ug/l 110150 4 12.024 430045 50.0
1H-Indene, 2,3-... 13.548 5.9 ug/l 50746 4 12.024 430045 50.0
1H-Indene, 2,3-... 13.664 5.3 ug/l 45156 4 12.024 430045 50.0
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