LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100824\
Data File : VX043317.D

Acq On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS Vial : 9 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\82X100124W.M

Title : SW846 8260

Signal : TIC: VXe43317.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.617 71 87 90 rBvV 5764 24354 4.35% 0.315%
2 2.392 207 214 224 rBV 13290 24416 4.36% 0.316%
3 5.385 693 705 720 rBV2 54864 160626 28.70% 2.076%
4 5.550 720 732 752 rVWV 86009 248376 44.37% 3.211%
5 5.952 790 798 816 rBV 64373 172969 30.90% 2.236%
6 6.757 921 930 945 rBvV 143462 348675 62.29% 4.507%
7 7.811 1097 1103 1115 rBV 4438 10205 1.82% 0.132%
8 8.647 1234 1240 1258 rBV 293751 471586 84.25% 6.096%
9 10.055 1465 1471 1486 rBV 281312 399363 71.35% 5.162%
10 10.195 1489 1494 1501 rBV 42344 59989 10.72% 0.775%

11 10.299 1505 1511 1526 rVV 230208 315746 56.41%
12 10.640 1562 1567 1577 rBV 154752 201418 35.98%
13 11.024 1625 1630 1635 rBV 110181 160460 28.67%
14 11.079 1635 1639 1651 rVB 234863 304826 54.46%
15 11.305 1671 1676 1683 rBV 18898 23861  4.26%
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16 11.378 1683 1688 1696 rVV 120083 199630 35.66%

2.
17 11.451 1696 1700 1707 rVB 84050 103463 18.48% 1.337%
18 11.610 1722 1726 1731 rBV 75538 95378 17.04%  1.233%
19 11.658 1731 1734 1740 rVB2 5699 8655 1.55% ©0.112%
20 11.750 1744 1749 1757 rBV 411632 504200 90.08% 6.518%
21 11.8%90 1770 1772 1779 rVB2 5048 5619 1.00% 073%
22 11.969 1779 1785 1788 rBV 21892 26750  4.78% 346%

23 12.018 1788 1793 1799 rVV 269320 356685 63.72%
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24 12.085 1799 1804 1811 rVB 256866 318624 56.92% 119%
25 12.244 1823 1830 1833 rBV 136757 194929 34.82% 520%
26 12.268 1833 1834 1838 rVWV 57517 43430 7.76% 0.561%
27 12.317 1838 1842 1852 rVB2 114858 158387 28.30% 2.047%
28 12.408 1852 1857 1862 rBV3 13493 20157 3.60% 0.261%
29 12.463 1862 1866 1872 rVB 31820 38327 6.85% 0.495%
30 12.530 1872 1877 1879 rBV 103303 133975 23.94% 1.732%
31 12.554 1879 1881 1886 rVV 89538 96251 17.20%  1.244%
32 12.609 1886 1890 1895 rVB 183158 215114 38.43% 2.781%
33 12.713 1900 1907 1913 rVB2 25603 50707 9.06% ©.655%
34 12.817 1914 1924 1926 rBV4 15999 23377 4.18% ©0.302%
35 12.847 1926 1929 1934 rVB 72224 85885 15.34% 1.110%

36 12.920 1934 1941 1944 rBV 174974 205850 36.78%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100824\
Data File : VX043317.D

Acq On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS Vial : 9 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\82X100124W.M
Title : SW846 8260
37 12.963 1944 1948 1954 rVB 347669 410076 73.26% 5.301%
38 13.024 1954 1958 1959 rBV 5883 6659 1.19% 0.086%
39 13.067 1963 1965 1968 rVB2 5864 6083 1.09% 0.079%
40 13.170 1975 1982 1986 rBV 99129 128163 22.90% 1.657%
41 13.286 1996 2001 2007 rVB2 411123 559744 100.00% 7.236%
42 13.371 2012 2015 2019 rVB 11329 13451 2.40% 0.174%
43 13.420 2019 2023 2029 rVB2 15014 21420 3.83% 0.277%
44 13.481 2029 2033 2035 rBV 14283 19782 3.53% 0.256%
45 13.591 2045 2051 2057 rVV3 43348 86899 15.52% 1.123%
46 13.676 2060 2065 2070 rVB2 13129 19862 3.55% 0.257%
47 13.774 2076 2081 2092 rVB 408944 500369 89.39% 6.468%
48 13.926 2099 2106 2109 rBV3 4949 7069 1.26% 0.091%
49 14.073 2126 2130 2136 rVB 7076 9234 1.65% ©0.119%
50 14.213 2150 2153 2156 rBV2 4810 6374 1.14% 0.082%
51 14.249 2156 2159 2167 rVB 10344 14779 2.64% 0.191%
52 14.639 2217 2223 2229 rBV 6828 9475 1.69% 0.122%
53 15.121 2297 2302 2311 rBV 14969 26868 4.80% 0.347%
54 15.219 2312 2318 2336 rVB 35402 65047 11.62% ©0.841%
55 15.499 2358 2364 2370 rVB3 7195 12338 2.20% ©0.159%
Sum of corrected areas: 7735955
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VvX100824\
1 VXe43317.D

: 08 Oct 2024 11:40

: JC/MD

: P4342-01

: 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201
: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M

Quant Title

TIC Library

: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VX043317.D\data.ms

5.550

5.385 5.952

1.617 2.392

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
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VX043317.D\data.ms

8.647 10.055

10.299 11.079

6.757 10.640

11.378
11.451

11.024

10.19

Time-->

—T —T — T T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance
400000

350000

Time-->

TIC: VX043317.D\data.ms

Al A
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 Cyclohexanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.024  20.09 ug/l 160460 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 94
2 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 80
3 2-Pentene 70 C5H1e 000109-68-2 46
4 2-Pentene, (Z)- 70 C5H1e 000627-20-3 46
5 2-Pentene, (E)- 70 C5H1e 000646-04-8 43

Abundance Scan 1630 (11.024 min): VX043317.D\data.ms (-1625) (- m/z 55.10 100.00%

55.1
42.1
5000 98.1
69.1
T
‘ 83.1 11.00
0 H‘HH‘HH_HJMHM‘_m,um;“w”un_m m/z 42.18  77.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3564: Cyclohexanone
55.0
98.0
42.0
5000
69.0 1100
m/z 98.10 46.57%
‘ 83.0
0 H‘“H"H‘“H‘}ﬁ“yﬂ!‘_“‘W“ﬂ‘M‘W“MH“H
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
42.0
55.0
08.0 1100
5000 m z 41.05 35.86%

TT LI TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT TTTT LI
m/z--> /k
Abundance #630: 2-Pentene

m/z 39.05 32.47%

NI

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 2 Benzene, 1l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.378  27.98 ug/1l 199630 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX043317.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1 f\/\ A
— A
39.0 63.1 77‘-0 91‘-0 11.00 11.50
Obrrprrreprerrprredprreetieptiber bl b m/z 120,10 29.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — ‘M‘ e
120.0 11.00 11.50
m/z 91.00 12.81%
39.0 77.0 91.0
0H“m“29"?”‘“‘Hmi‘;u‘1??‘.‘9"‘H‘l“m‘“mw‘;1“”‘”‘“””‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 A
‘ T T ‘ T T
11.00 11.50
5000 m/z 77 .00 12.49%
H‘HH \H\‘\\\\‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH TTTT
-2 M)
Abundance #10715: Benzene, 1,2,3-trimethyl- - P
m/z 79.00 9.00%
! L L \ [ A Aﬂ‘ A
T HH‘\H\‘\\\\‘HH‘\H\‘\\\\‘HH‘\\H‘HH‘HH‘HH‘HH ‘ T T T ‘ T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.085 44.66 ug/l 318624 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 1804 (12.085 min): VX043317.D\data.ms (-1799) (- m/z 105.10 100.00%
106.1
5000 A
NI
390 7.0 12.00
O P78 DL Ul 822 1540 0159 10 41.20%
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000 ] N :
12.00
m/z 77.00 12.70%
39.0 77.0
oL180 T80 | 120
m/z--> 20 40 60 80 100 120 140
Abundance
105.0
12.00
5000 m/z 91.10 10.67%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #10717: Benzene, 1,2,4-trimethyl-
m/z 119.10 9.90%
| Lbw ‘M | Wl _ Z\Tlx \ AN L \
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.244  27.33 ug/l 194929 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 70
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 58
Abundance Scan 1830 (12.244 min): VX043317.D\data.ms (-1823) (-  m/z 117.10 100.00%
117.1
5000
91.1
300 630 ‘ | 1341 12.00 12.50
Oberprrrrperreprrebirerefer bbb e bl L gz 1181100 56.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10180: Indane
117.0
5000 L pa s
12.00 12.50
m/z 115.10  36.70%
39.0 630 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
12.00 12.50
5000 m/z 91.10 21.74%
\H‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #10195: Benzene, cyclopropyl- Ay ‘ RIEO NS
m/z 119.10 20.19%
[ NI N I ‘+ | ]
\H‘H\\‘H\\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 5 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.530 18.78 ug/1 133975 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 Cl@H14 000535-77-3 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94

Abundance Scan 1877 (12.530 min): VX043317.D\data.ms (-1872) (- m/z 119.10 100.00%

119.1
5000
134.1 }\
L, AN

91.1 ‘
S1ge1 ), || ) =
OHH‘HH“‘w‘m‘”H‘HH“J‘HM‘HM“ m/z 134.05 31.51%
m/z--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 12.50

m/z 91.10 17.63%

15.0 39.0 65.0 910
ow\w\\\\
m/z--> 20 60 80 100 120 140
Abundance
119.0

12.50
5000 m/z 105.05 13.04%
L L ‘ L ‘ L ‘ L L L T
m/z-->
Abundance #16998: 0-Cymene ‘/\‘/\ ‘ /\‘

m/z 77.00 9.60%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 o-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.609  30.15 ug/l 215114 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 Cl@H14 000535-77-3 97
3 p-Cymene 134 C10H14 000099-87-6 97
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 96
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 1890 (12.609 min): VX043317.D\data.ms (-1886) (- m/z 119.10 100.00%

110.1
5000
134.0 }\ I
— s AR

91.0 '

39.0 65.0 | Ll 12.50 13.00
Ol errepitee iy b+ m/z 134,00 26.71%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16998: 0-Cymene
119.0
5000 12.50 13.00
134.0

91.0 m/z 91.05 17.98%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0

12.50 13.00
5000 m/z 77.00 9.87%

H‘HH‘HH‘\H\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH TT
o M A J\W
Abundance #16995: p-Cymene o e

m/z 120.10 9.61%

m/z-->

82X100124W.M Wed Oct 09 13:03:01 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.920 28.86 ug/1l 205850 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
3 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1941 (12.920 min): VX043317.D\data.ms (-1934) (- m/z 119.10 100.00%
119.1
5000 134.0
91.0
39.0 65.0 ‘ 13.00
Obreprereprrreprresress e e o reenerep e el el m/z 134,00 42.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /\f\j\ ‘/\‘ T
13.00
91.0 m/z 91.05 17.68%
0 H‘lusw'\C)‘\H‘\’HH“‘HHi‘\‘\H‘\‘1‘1\‘\\\‘\‘“\\\\‘1\\\‘\WH‘\\M\luu‘\‘\‘u‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
134.0 13.00
5000 ’ m/z 120.10 10.05%
\\‘\H\‘\H\’\H\‘\\H‘\\H‘\\H‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> j\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- o
m/z 115.10 8.97%
L | [ L Ll Ly ‘ I H“ ‘\
\\‘\H\‘\H\’\H\‘\\H‘\\H‘\\H‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘H\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ X\Data\VX100824\
Data File : VX043317.D

Acqg On : 08 Oct 2024 11:40

Operator : JC/MD

Sample : P4342-01

Misc : 5.0mL/MSVOA_X/WATER PORT-ELIZABETH-1201

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.963 57.48 ug/1 410076 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
Abundance Scan 1948 (12.963 min): VX043317.D\data.ms (-1944) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
39.0 65.1 | 13.00
O bbb et e bl m/z 134,05 42.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 /\A* ‘A‘ T
13.00
91.0 m z 91.05 17.16%
A P PP 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
13.00
5000 134.0 m/z 120.10  9.87%
H‘\H\‘HH’HH‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘HH‘\H
m/z--> j\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A
m/z 77.00 8.55%
H‘\H\‘\H‘\’HH“HH‘HH‘HH‘H\‘\‘H\\“H\\‘\m\\‘\\\‘\l\H\‘\‘\‘H‘\H \ J\
m/z-->
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100824\

1 VXe43317.D

: 08 Oct 2024 11:40

: JC/MD

: P4342-01

: 5.0mL/MSVOA_X/WATER

: 9 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.286  78.46 ug/l 559744  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 70
2 o-Cymene 134 C10H14 000527-84-4 70
3 p-Cymene 134 C1leH14 000099-87-6 64
4 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 64
5 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 64
Abundance Scan 2001 (13.286 min): VX043317.D\data.ms (-1996) (- m/z 119.10 100.00%
119.1
5000 134.1
91.1
510 ‘ ‘ 13.00 13.50
o"_Hw‘HWH‘Muuwumﬂmw‘ﬂﬁu‘qmu‘wu_J!LHMHMWH‘ m/z 117.05  54.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 %A‘ A~ -
91.0 132.0 13.00 13.50
m/z 134.05 42.74%
39.0 65.0
. | “ \‘H \M m‘“ Ll \H‘ M \H‘\
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
/\\ ‘ T T ‘ T
13.00 13.50
5000 m/z 91.10 24.04%
H‘\H\‘\H\’\H\‘HH‘HH‘HH‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z-->
Abundance #16995: p-Cymene
m/z 115.05 21.36%
N | RN RRRNRRN RN NTRA ‘
H‘\H\‘\H\’\H\‘HH‘HH‘HH‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H
m/z-->
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Tentatively Identified Compound (LSC) summary

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX100824\
1 VX043317.D
: 08 Oct 2024 11:40

JC/MD

: P4342-01
: 5.0mL/MSVOA_X/WATER
: 9 Sample Multiplier: 1

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100124W.M
: SW846 8260

: C:\Database\NIST20.L

Standard---|
Resp Conc|

399363
356685
356685
356685
356685
356685
356685
356685

50.
50.
50.
50.
50.
50.
50.
50.

PORT-ELIZABETH-1201

| --Internal
TIC Top Hit name RT EstConc Units Response |# RT

Cyclohexanone 11.024 20.1 ug/l 160460 3 10.055
Benzene, 1l-ethy... 11.378 28.0 ug/l 199630 4 12.024
Benzene, 1,2,3-... 12.085 44.7 ug/l 318624 4 12.024
Indane 12.244 27.3 ug/l 194929 4 12.024
Benzene, 2-ethy... 12.530 18.8 wug/l 133975 4 12.024
o-Cymene 12.609 30.1 ug/l 215114 4 12.024
Benzene, 1,2,4,. 12.920 28.9 ug/l 2058580 4 12.024
Benzene, 1,2,3,. 12.963 57.5 ug/l 410076 4 12.024
Benzene, 1-meth. 13.286 78.5 ug/l 559744 4 12.024
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