LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X110723W.M

Title : SW846 8260

Signal : TIC: VX@38733.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.965 139 144 152 rVB3 10871 22406 1.08% 0.098%
2 2.069 152 161 169 rBV3 11206 23127 1.11% 0.101%
3 2.215 181 185 194 rVB 17530 26572 1.28% 0.116%
4 2.380 203 212 222 rBV 58436 99191 4.77% 0.433%
5 2.867 287 292 299 rWw2 16471 35849 1.72% 0.157%
6 3.111 322 332 346 rBV3 19836 49166 2.36% ©0.215%
7 4.366 518 528 539 rVB4 11982 35545 1.71% 0.155%
8 4.562 559 570 585 rBv2 21849 73433  3.53% 0.321%
9 5.032 637 647 661 rBV3 10081 32227 1.55% 0.141%
106 5.196 665 674 684 rBvV2 7335 22588 1.09% 0.099%
11 5.385 694 705 715 rBV 155570 457255 21.99% 1.996%
12 5.550 723 732 750 rVB 241517 690844 33.22% 3.016%
13 5.958 789 799 805 rBV 147417 388976 18.71% 1.698%
14 6.037 805 812 830 rVW 362701 999781 48.08% 4.365%
15 6.202 832 839 855 rVB4 13321 50494  2.43% 0.220%
16 6.763 921 931 944 rBV 374980 916970 44.10% 4.003%
17 8.500 1209 1216 1225 rVB4 13973 31416 1.51% 0.137%
18 8.647 1233 1240 1247 rBV 776153 1252950 60.26% 5.470%
19 8.720 1247 1252 1262 rVB 437345 704032 33.86% 3.074%
20 8.958 1282 1291 1298 rBV 125206 200107 9.62% 0.874%

21  9.043 1298 1305 1320 rVB 139111 231731 11.14%
22 10.055 1461 1471 1483 rBV 863555 1250786 60.15%
23 10.195 1488 1494 1505 rVV 1252691 1671561 80.39%
24 10.305 1506 1512 1520 rVB 805272 1066771 51.30%

O b NNV
N
O
00
X

25 10.640 1562 1567 1583 rVB 1611881 2079311 100.00% 078%
26 10.963 1613 1620 1624 rBV 49841 70877 3.41% 0.309%
27 11.079 1634 1639 1649 rVV 839361 1066779 51.30% 4.658%
28 11.171 1649 1654 1660 rVB5 12042 23887 1.15% ©.104%
29 11.305 1672 1676 1684 rVB 64486 85916 4.13% 0.375%
30 11.402 1684 1692 1696 rBV 153198 234127 11.26% 1.022%

31 11.451 1696 1700 1705 rVB 155020 187656  9.02%
32 11.61e 1721 1726 1737 rBV 695174 897129 43.15%
33 11.750 1744 1749 1755 rVB 772976 930124 44.73%
34 12.018 1788 1793 1799 rVV 1100241 1445172 69.50%
35 12.085 1799 1804 1810 rVB 1106347 1299120 62.48%

uophwo
[
a
=
S

36 12.244 1821 1830 1838 rBV 1288689 1748560 84.09% 7.634%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX038733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X110723W.M
Title : SW846 8260
37 12.317 1838 1842 1850 rVB2 52612 81495 3.92% 0.356%
38 12.414 1852 1858 1862 rBV 101058 138767 6.67% 0.606%
39 12.463 1862 1866 1872 rVB 29769 38320 1.84% 0.167%
40 12.530 1872 1877 1880 rBV 61513 84240 4.05% ©.368%
41 12.609 1886 1890 1894 rBV 125405 159775 7.68% ©.698%
42 12.646 1894 1896 1899 rW 32366 32499 1.56% 0.142%
43 12.701 1899 1905 1912 rVVv2 144751 200103 9.62% 0.874%
44 12.847 1924 1929 1935 rVB 55786 76993 3.70% 0.336%
45 12.920 1935 1941 1944 rBV 83150 103454 4.98% ©.452%
46 12.963 1944 1948 1953 rVB 77728 96352 4.63% 0.421%
47 13.170 1977 1982 1987 rVB 82954 101266 4.87% 0.442%
48 13.292 1996 2002 2007 rVB2 300981 396870 19.09% 1.733%
49 13.347 2007 2011 2018 rVB3 22940 36511 1.76% 0.159%
50 13.420 2019 2023 2029 rVB 58667 78052  3.75% 0.341%
51 13.585 2046 2050 2056 rBv4 16014 32637 1.57% 0.142%
52 13.664 2060 2063 2069 rVB2 15777 22925 1.10% 0.100%
53 13.774 2074 2081 2091 rBV 378329 475739 22.88% 2.077%
54 13.865 2091 2096 2102 rVB 140083 181418 8.72% ©.792%
55 14.182 2143 2148 2151 rBV 48186 62682 3.01% 0.274%
56 14.414 2183 2186 2194 rVB 15724 24134 1.16% 0.105%
57 14.780 2240 2246 2251 rBvV2 56083 77838 3.74%  0.340%
Sum of corrected areas: 22904506
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M
Quant Title : SW846 8260

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

Abundance TIC: VX038733.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 6.037

5.550
200000 5.385 5.9
1.98962.21835° 2.867 3.111 4.306 4.562 5.038.196 6.202
0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘wﬁ\‘Wﬁﬁr"\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\/\\\TW\\‘\WW T\/T\\‘V_\\‘\‘Y_Y_Y—TY_Y_Y_Y—TY_F\\‘\H ‘\\T
Time-> 120 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: VX038733.D\data.ms
1600000 10.640

1400000
10.195
1200000

1000000
10.055 11.079

800000 8.647 10.305

600000

720
400000 6.763

200000 8 85043 13%)14951
o 8.500 10.963, 1/

——— — 222 SAVAN S — S E—" 0 L

Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX038733.D\data.ms
1600000

1400000
12.244

1200000 148085
1000000

800000| 11.750
610

600000

13.774
400000 13.292

200000 2301 3.865
\ AR it e
L N H A R A F B I

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\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Di-sec-Butyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.958 8.00 ug/1 200107 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 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 42
4 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 39
5 1,2-Hexanediol, 2-methyl- 132 C7H1602 056255-50-6 38
Abundance Scan 1291 (8.958 min): VX038733.D\data.ms (-1282) (-) m/z 57.10 100.00%
57.1
101.2
5000 41.0
- S AV W
H ‘ 8.60 8.80 9.00 9.20
O el 1802 s 45,10 95.49%
miz-> 20 40 60 80 100 120 140
Abundance #15680: Di-sec-Butyl ether
45.0
N
5000 L L L B LI B I
101.0 8.60 8.80 9.00 9.20
29.0 m/z 101.20  65.62%
‘ 83.0
O\\\‘\‘\\\"‘\‘\\H“\\\‘\‘!\\\‘\\\f‘]\-s\qo\‘\\\
m/z--> 20 60 80 100 120 140
Abundance #15775:Butane,l{lqnetthropoxyy
57.0
e AR EmamaRET
8.60 8.80 9.00 9.20
5000 m/z 41.05 43.65%
41.0
101.0
o 250 0 L 79| a0
e
miz--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether A e
57.0 8.60 8.80 9.00 9.20
101.0 m/z 59.10  43.60%
5000 41.0
73.0
o230 Ll “ e 2460 SR LV L G-,
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 2 3-Pentanol, 3-ethyl-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.043 9.26 ug/l 231731  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 DL-Lactamide, butyl ether 145 C7H15NO02 1000452-56-5 64
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 50
Abundance Scan 1305 (9.043 min): VX038733.D\data.ms (-1298) (-) m/z 57.10 100.00%
57.1
101.2
5000 41._L
‘ 83"1 8.80 9.00 9.20 9.40
Ol b 1801 m/z 45.10  90.60%
miz--> 20 40 60 80 100 120 140
Abundance #15680: Di-sec-Butyl ether
45.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\
101.0 8.80 9.00 9.20 9.40
29.0 m/z 101.15  64.39%
83.0
0\\\‘\‘\\\"‘\‘\\H‘6\7\0\‘\“f\\\‘\\\!‘]\-s\qo\‘\\\
m/z--> 20 60 80 100 120 140
Abundance #15783: 3-Pentanol, 3-ethyl-2-methyl-
45.0
R R R
87.0 8.80 9.00 9.20 9.40
5000 m/z 41.10 40.49%
29.0 69.0
A
o b
m/iz--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether A e
57.0 8.80 9.00 9.20 9.40
101.0 m/z 59.05 33.74%
5000 41.0
73.0
o230 Ll “ e 2460 SIS RV A G—"
m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

VX038733.D
: 10 Nov 2023 16:57
JC/MD
: 05331-06
: 5.0mL/MSVOA_X/WATER
: 17  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.M

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

3 Benzene, 1l-ethyl-2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.610 31.04 ug/l 897129 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1726 (11.610 min): VX038733.D\data.ms (-1721) (- m/z 105.05 100.00%
105.1
5000
120.2
.YV 1 W | W— )
511 77.1 911 11.50 12.00
38,0 AN R N P
O e e e e m/z 120.20  29.94%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.50 12.00
m/z 91.10 11.68%
39.0 63.0 77.0 91.0
OH‘HH‘HH‘HH“HHi‘\\\\‘\‘\‘H‘H\‘\“HH“H\\‘\‘\1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene
105.0
120.0 1150 1200
5000 m/z 77.10 11.36%
77.0
39.0 91.0
L1 N vl S i T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl- ‘/M\‘ ‘ —
105.0 11.50 12.00
m/z 79.05 9.15%
5000
120.0
77.0 91.0
39.0
- S BN 1 1NUN RO OO A 1 W L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Mesitylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.085 44.95 ug/l 1299120 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1804 (12.085 min): VX038733.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 120.2 ]\
77.1 12'00 ‘
374 %41 P o
Ol e et el m/z 120,200 41.99%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
12.00
m/z 77.10 11.54%
. 7.0 910
OH‘H\\‘\2\\7\.‘()\\\\“\H\i‘}‘\\M\‘\‘H‘H\‘H‘HH“H\\‘\Ml\‘H‘\‘\“‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
1 T
120.0 12.00
5000 m/z 119.20 9.91%
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 91.05 9.55%
5000
120.0
77.0 91.0
39.0 630 | | |
Ol prrteprrrdrrr it e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 60.50 ug/l 1748560 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 83
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 72
5 Deltacyclene 118 C9H1e 007785-10-6 72
Abundance Scan 1830 (12.244 min): VX038733.D\data.ms (-1821) (| m/z 117.85 100.00%
117.1
5000
oo O LA
30.1 63.0 ’ 12.00 12.50
Ol preeerrrrprrethoreefire bbb e | m/z 118.10 55, 30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 —r —
12.00 12.50
910 m/z 115.10  33.28%
390 630 L
OH‘\H.\‘\H‘\‘HH“H\\i‘\\\1‘}‘\‘\\‘\\”‘\\H"\\HH‘H\‘H!\“HH‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10198: Benzene, cyclopropyl-
117.0
—4 ANSBWIN
12.00 12.50
5000 91.0 m/z 91.85  15.26%
39.0 65.0
o S O RSN S MU MO NS | M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 12.00 12.50
m/z 116.10 7.80%
5000 91.0
39‘.0 65.0
Y R P VY SR S S | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.610 5.53 ug/1 159775 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, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
Abundance Scan 1890 (12.609 min): VX038733.D\data.ms (-1886) (- m/z 119.20 100.00%
119.2
5000
134.2
91.0
39.1 65.0 | Ol 12.50 13.00o
O e e tpe gl e e e B e m/z 134.20  29.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: o-Cymene
119.0
5000 M/\/\ T /\\ A T T
134.0 12.50 13.00o
91.0 m/z 91.05 15.80%
41.0 65.0 I
0 \\’\\\\‘\H‘\‘\\H“\H\“\H”\‘\‘\‘H‘H\‘i“\H\‘i‘\\\‘\W\\‘H‘H‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.50 13.00
5000 m/z 120.20 10.59%
91.0 134.0
39.0 65.0 ‘
0 ",]T‘Sho“m“‘H“uH‘i‘mH‘“\“W‘“1“‘Hw‘m‘m‘l‘;‘W‘MHHMH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 J\ M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e A i
119.0 12.50 13.00
m/z 105.10 8.81%
5000
91.0 134.0
39.0 65.0 ‘ ‘
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\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.701 6.92 ug/1 200103 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 80
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 72
Abundance Scan 1905 (12.701 min): VX038733.D\data.ms (-1899) (- m/z 117.10 100.00%
1171
5000
132.2
91.0
39.0 63.1 “ 12.50 13.00
O v bl el m/z 115.05  35.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
11v.0
5000 ‘5 d — ‘506
132.0 12.5 13.
910 m/z 132.15 27.33%
39.0 65.0 " ‘
O\\‘H\\‘\\\‘\‘\\H“\\\\i‘\‘\\}‘\‘H\\‘\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 13.22%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16131: Benzene, 1-ethenyl-4-ethyl-
117.0 12.50 13.00
m/z 118.05 10.09%
91.0
w0 w0 M|
Ot prrrr e e — —
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\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.292 13.73 ug/1l 396870 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 87
Abundance Scan 2002 (13.292 min): VX038733.D\data.ms (-1996) (- m/z 117.10 100.00%
117.1
5000 i
132.2
39.1 65.1 ‘ ‘ 13.00 13, 50
0 H_‘Hw_‘Hw“W,JHH_HM_m_m‘wm_‘HWU,H‘HW m/z 132.20  37.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 A
5000
91.0 1300 13, 50
510 m/z 115.10 %
27.0 | ‘
O H‘\\H‘\H\‘H\\‘\\H}UH‘\M‘HH‘\}‘\\‘\\H‘\H\‘MH‘H\!‘H\‘U’\‘\H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 13.00 13. 50
5000 m/z 131.05 .13%
91.0
27.0 7610 ‘ ‘
0“_HWH‘WHHM‘Hﬂmw‘hwHM‘HNMH‘NHWHEMHH“\H_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16106: 3-Phenylbut-1-ene
117.0 1300 13 50
m/z 119.15 17.73%
5000
91.0 132.0
390 50 M
Obrrrrrepreprerbrrretbery el e e b
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\VX111023\
Data File : VX@38733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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 Benzo[c]thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.865 6.28 ug/1 181418 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 97
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 93
4 3-Deazaadenine 134 C6H6NA 006811-77-4 59
5 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 45
Abundance Scan 2096 (13.865 min): VX038733.D\data.ms (-2091) (- m/z 134.05 100.00%
134.1
5000
— —
89.1
450 630 ! 1081 | 13.50 14.00
O bbbl m/z 89.18  11.92%
miz-> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 = j\ e
13.50 14.00
m/z 135.05 10.02%
89.0
450 630 | 1080 |
O\\\\‘\\\\‘\‘\”\\“‘\‘\‘\\“\\\‘\“\‘\\\‘\\\H\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #17522: Cyclopenta[c]thiapyran
134.0
— .
13.50 14.00
5000 m/z 90.10 7.50%
89.0
450 63.0 | 108.0
) Y YWV ORI
miz--> 20 40 60 80 100 120 140
Abundance #17521: Benzo[b]thiophene T T
134.0 13.50 14.00
m/z 63.05 5.35%
5000
89.0
63.0
oHH‘2‘7;9“:1?'9“uw‘“‘m‘u‘””‘{O?I‘OWM‘:_M 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\VX111023\
Data File : VX038733.D

Acqg On : 10 Nov 2023 16:57
Operator : JC/MD

Sample : 05331-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X110723W.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|
Di-sec-Butyl ether 8.958 8.0 ug/l 200107 3 10.055 1250790 50.0
3-Pentanol, 3-e... 9.043 9.3 ug/l 231731 3 10.055 1250790 50.0
Benzene, 1l-ethy... 11.610 31.0 ug/l 897129 4 12.024 1445170 50.0
Mesitylene 12.085 45.0 ug/l 1299120 4 12.024 1445170 50.0
Indane 12.244 60.5 ug/l 1748560 4 12.024 1445170 50.0
o-Cymene 12.610 5.5 ug/l 159775 4 12.024 1445170 50.0
Indan, 1-methyl- 12.701 6.9 ug/l 200103 4 12.024 1445170 50.0
Benzene, 2-ethe... 13.292 13.7 ug/l 396870 4 12.024 1445170 50.0
Benzo[c]thiophene 13.865 6.3 ug/l 181418 4 12.024 1445170 50.0
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