LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VN@76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N121422W.M

Title : SW846 8260

Signal : TIC: VNO76067.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.442 395 406 420 rBV 173325 512820 9.62% 1.133%
2 5.536 579 592 6606 rVB 42574 149076 2.80% 0.329%
3 5.806 625 638 656 rBV3 120498 421974 7.91% ©.932%
4 7.336 887 898 907 rBV 27521 76380 1.43% 0.169%
5 7.494 919 925 939 rVB 29998 79889 1.50% 0.176%
6 8.177 1031 1041 1045 rBV 224772 544491 10.21% 1.203%
7 8.235 1045 1051 1063 rVW 450492 1052057 19.73% 2.324%
8 8.588 1102 1111 1122 rBV 222254 522685 9.80% 1.155%
9 9.106 1189 1199 1212 rBV 607314 1267239 23.77% 2.799%
10 9.577 1265 1279 1280 rBv4 20428 57089 1.07% 0.126%
11 9.606 1280 1284 1290 rVB2 28545 56285 1.06% 0.124%
12 10.453 1421 1428 1433 rBV4 48157 89082 1.67% 0.197%
13 10.571 1440 1448 1454 rBV 908304 1647897 30.90% 3.640%
14 10.635 1454 1459 1468 rVB 280761 522109 9.79% 1.153%
15 10.988 1513 1519 1526 rBv4 25191 61679 1.16% 0.136%
16 11.065 1526 1532 1543 rVB2 35200 71226 1.34% 157%
17 11.171 1543 1550 1559 rBV2 25196 64597  1.21% 143%

18 11.865 1659 1668 1676 rBV 776048 1414759 26.53%
19 11.965 1678 1685 1695 rVV 1266076 2157028 40.45%
20 12.076 1695 1704 1715 rVB 1882199 3472327 65.12%

NPhPpwoo
=
N
U1
S

21 12.400 1747 1759 1767 rBV 2051968 3490367 65.46%
22 12.700 1799 1810 1816 rBV 200449 339629 6.37%
23 12.853 1828 1836 1846 rBV 635688 1094626 20.53%
24 13.035 1861 1867 1873 rBV 444294 731539 13.72%
25 13.100 1873 1878 1881 rVV 847583 1429447 26.81%

WRkRNO N
IS
=
[o)
B

26 13.135 1881 1884 1888 rVV 849024 1252085 23.48%
27 13.176 1888 1891 1897 rVB2 175129 265244  4.97%
28 13.341 1911 1919 1927 rVB 1255851 2095199 39.29%
29 13.482 1930 1943 1951 rBV 3246747 5332141 100.00% 11.
30 13.612 1958 1965 1971 rBv4 64622 156011 2.93%

oORr h~oON
(o))
N
(o]
R

31 13.676 1971 1976 1981 rVB 66452 96146  1.80%
32 13.794 1989 1996 1998 rBV 859410 1381319 25.91%
33 13.823 1998 2001 2008 rVB 819826 1280658 24.02%
34 13.953 2017 2023 2026 rBV 347795 591542 11.09%
35 13.994 2026 2030 2035 rVV2 646943 1089244 20.43%

NEDNWO
o]
N
o]
B

36 14.117 2046 2051 2057 rVB 77295 122183 2.29% 0.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VN@76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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_N\methods\82N121422W.M
Title : SW846 8260
37 14.188 2057 2063 2068 rBV 175898 292023 5.48% 0.645%
38 14.247 2068 2073 2076 rBV 456114 748684 14.04% 1.654%
39 14.335 2083 2088 2094 rVB 716971 1107548 20.77% 2.447%
40 14.400 2094 2099 2102 rBV 159610 260496 4.89% 0.575%
41 14.447 2102 2107 2115 rVB2 598865 995436 18.67% 2.199%
42 14.576 2123 2129 2135 rVB2 176062 277558 5.21% 0.613%
43 14.659 2135 2143 2146 rBvV 506971 873952 16.39% 1.931%
44 14.694 2146 2149 2154 rVWV 566778 852148 15.98% 1.882%
45 14.735 2154 2156 2160 rVB2 51366 60933 1.14% 0.135%
46 14.882 2171 2181 2184 rBV3 46777 91089 1.71% 0.201%
47 14.929 2184 2189 2195 rVV 484359 852934 16.00% 1.884%
48 14.970 2195 2196 2201 rVWV 63154 58164 1.09% 0.128%
49 15.053 2201 2210 2217 rVV2 767168 1636497 30.69% 3.615%
50 15.117 2217 2221 2227 rVB6 53757 113070 2.12% 0.250%
51 15.212 2232 2237 2244 rBV3 68573 120873 2.27% 0.267%
52 15.323 2244 2256 2261 rBV4 208701 553162 10.37% 1.222%
53 15.441 2268 2276 2286 rVB4 165990 432010 8.10% 0.954%
54 15.641 2304 2310 2318 rVB 247224 480790 9.02% 1.062%
55 15.753 2323 2329 2334 rVV4 45057 95938 1.80% 0.212%
56 15.811 2334 2339 2355 rVB5 36742 110596 2.07% 0.244%
57 15.947 2355 2362 2370 rBV 57752 111890 2.10% 0.247%
58 16.129 2381 2393 2401 rBV5 27558 99652 1.87% 0.220%
59 16.347 2421 2430 2436 rVB4 20090 56738 1.06% 0.125%
Sum of corrected areas: 45270250
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe10323\

: VNO@76067.D
: @3 Jan 2023 16:39

JC\MD

: N6232-03
: 5.0mL/MSVOA_N/WATER
12

Sample Multiplier: 1

. SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.100 51.74 ug/1 1429450 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1878 (13.100 min): VN076067.D\data.ms (-1873) (- | m/z 105.10 100.00%

105.1
5000
120.1

91.1
39.0 63.0 77‘ ‘0 ‘ | 13.00 13.50
O bbb e m/z 120010 32.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

M

5000 — AL L
120.0 13.00 13.50

91.10 11.47%

39.0 77.0 91.0
\\’\\\\’\zﬁ)‘WO’\\11"1111"‘1111?%1‘9‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl
105.0

o

13.00 13.50
5000 ITI z 77.05 11.06%
120.0
0 77.0 91.0
0*w*Hwgﬁew*LH*w“*ﬁiewwhuHHJ“Hw“Mw*www*
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\/\/\\ A
Abundance #10728: Benzene, 1-ethyl-4-methyl- N
105.0 13 00 13. 50

m/z 106.10 8.55%

5000
120.0
77.0 91.0
o150 390 630 "0 "7 ﬂ/\

T T e e e b e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 13 00 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.341 75.84 ug/l 2095200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 1919 (13.341 min): VNO76067.D\data.ms (-1911) (- m/z 105.10 100.00%

105.1
5000
120.1

77.0 911 13.00 13.50
370 510 T ]
O frrprrrrprrrr et e e e e m/z 120.10 32.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

5000 \AM“ A - /\
120.0 13.00 13.50

m/z 91.10 12.05%

39.0 77.0 91.0
\\‘\\\\‘2\\5\‘9\\\\“\\\\i‘\\\\6‘%\‘\0\‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0

o

13.00 13.50
5000 ITI z 77.00 11.46%
120.0
77.0 91.0
0‘W‘H‘_H‘_‘H‘HH‘H‘wM‘W‘H‘_H‘_‘H‘HH‘wam‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10694: Mesitylene

105.0 13. 00 13 50

m/z 103.10 9.08%

120.0
5000
77.0
0150 e 220 YN A VD S

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 3 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.994  39.43 ug/l 1089240 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Indole 117 C8H7N 000120-72-9 47
3 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 42
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 38
5 Benzyl nitrile 117 C8H7N 000140-29-4 38
Abundance Scan 2030 (13.994 min): VN0O76067.D\data.ms (-2026) (- | m/z 117.10 100.00%
117.1
5000
(DN
39.0 63.1 91"1 14.00
0 bbbt e e M/z 11810 56.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-

117.0
5000 T \“\/\4‘/\‘
14.00
m/z 115.10 32.28%
91.0
0 39.0 650 | “\ 143.0 178.0202.0 234.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9736: Indole
117.0
; o
14.00
m/z 91.10 13.83%
5000 90.0
63.0
) ST A WA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0 14.00

m/z 116.10 7.90%

5000

91.0
o 390 080 1 15201780 238.0 k J\
vt P22 0T8O T ravel,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 4 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.247  27.10 ug/l 748684  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 p-Cymene 134 C1oH14 000099-87-6 95

Abundance Scan 2073 (14.247 min): VNO76067.D\data.ms (-2068) (- | m/z 119.10 100.00%
119.1
5000 V
91.1
30.0 65.0 | ‘ ‘ I 1442 14.00 14.50
O———rr el e RS m/z 134.15 30.15%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 T ‘ \/\
14.00 14.50
m/z 91.10 16.73%
150 390 o 910
0 \‘\\\‘\’\‘\ H“‘\ \‘M‘\ ‘H‘\\\‘H‘ T \‘\ T “1“\ \‘1“l\\\”\‘\\\\‘\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl-
119.0
T —
14.00 14.50
5000 m/z 105.05 13.81%
15.0 39.0 65.0 91.0
O R Y Y [ A
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- - =
119.0 14.00 14.50
m/z 120.05 9.36%
5000
390 g5 O
0 "‘Eﬁ?‘ﬂ"L‘M"W“W‘HL“W‘NW}H‘M““‘_‘ e ‘PJK‘ ‘ WLIN
m/z--> 0 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.335 40.09 ug/l 1107550 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 o-Cymene 134 C1leH14 000527-84-4 95
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 2088 (14.335 min): VN076067.D\data.ms (-2083) (- | m/z 119.10 100.00%
119.1
5000
134.2
w1 eso0 Tt 14.00 14.50
Obreprerrprree et bbbl - m/z 134015 28.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 ¥ : ‘j\
134.0 14.00 14.50
m/z 91.10 15.41%
91.0
O H‘]-\?\.\()‘\H‘\‘\ﬁ?"‘?\\“\\\\’6\?\.\()‘\H‘i“\\\\“\\\\‘\‘H\\‘\\‘\Hl\\\\’\\‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
— —F
14.00 14.50
5000 m/z 120.05 10.10%
91.0 134.0
39.0 65.0 ‘ ‘
0"%%euﬂwHHM‘HMHWNWWHMHHmNm‘waumﬂuuwwuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16998: 0-Cymene
119.0 14.00 14.50
m/z 105.05 8.58%
5000
134.0
91.0
41.0 65.0
0\\MNwuwwuuh\uwumwﬁwHMWHHHM\NMWHHWHHMHHMH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39

Operator JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
. 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 6

R.T. EstConc Area Relative to ISTD R.T.
14.447 36.03 ug/l 995436  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
2 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 72
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 64

Abundance Scan 2107 (14.447 min): VN076067.D\data.ms (-2102) (- | m/z 117.10 100.00%
117.1
5000
bt Mgl 2071 /7 115,10 33.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000 T
14.50
m/z 132.05  26.20%
39.0 65.0 91"0 ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—r=
14.50
5000 m/z 91.05 13.80%
91.0
270 10 L L
O R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene 7
117.0 14.50
m/z 119.10  10.93%
5000
91.0
mo 0L U
LSSk W Y M : AL
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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, 1,2,4,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.659 31.63 ug/l 873952 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
Abundance Scan 2143 (14.659 min): VN076067.D\data.ms (-2135) (- | m/z 119.10 100.00%
119.1
5000 Y
91.0
391 65.0 | 132 14.50 15.00
O e M T T myz 1340200 47.66%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50 15.00
91.0 m/z 91.05 15.07%
65.0
O \]_\5\()‘\‘\ T \"‘\ \‘\ T "\‘\ T \“ T \‘\ T “\‘\ \H‘\\]-\%\ ‘ L
miz-> 20 60 80 100 120 140
Abundance #17059. Benzene, 1,2,3,4-tetramethyl-
119.0
—F —
14.50 15.00
5000 m/z 133.05 10.31%
91.0
150 390 650 | 135.0
Y S U A SR R VIR 11 A
miz--> 20 40 60 80 100 120 140 M
Abundance #17062: Benzene, 1,2,3,5-tetramethyl- ——
119.0 1450 15.00
m/z 120.10 10.12%
5000
" w0 M A
o‘H_MH,Mw,mJw_m‘umu}mu_m A AL
m/z--> 20 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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, 1,2,3,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.694  30.85 ug/l 852148 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C1eH14 000099-87-6 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91

Abundance Scan 2149 (14.694 min): VN0O76067.D\data.ms (-2146) (- | m/z 119.10 100.00%

119.1
5000
91.1
300 65.0 ‘ w0 0071 14.50 15.00
O F bbb e S m/z 1340200 44.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
14.50 15.00
390 m/z 91.10 14.27%
‘. 65.0 91‘.0
O ‘\‘\\\“\\“”\“}“\\\‘H‘\\\\‘h\‘\\wl\\\“\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
—F ——
14.50 15.00
5000 ITI/Z 120.10 9.60%
91.0
41.0 65.0 ‘ ‘
0 ‘\‘\Hw\\‘\\”‘H‘H\‘”‘Hm“1‘\\N\HH,HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 ’/\A/\<
Abundance #16995: p-Cymene A = I
119.0 14.50 15.00
m/z 115.05 7.47%
5000
91.0
41.0 65.0 ‘
0‘H\H“‘\\‘\\‘H‘H\‘”‘H1‘\“1‘\\‘M\HH,HH‘HH‘HH‘HH b P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.929  30.87 ug/l 852934  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
Abundance Scan 2189 (14.929 min): VNO76067.D\data.ms (-2184) (- m/z 117.85 100.00%
117.1
5000
390 64.1 ‘ ‘ 15.00
o‘H‘H‘wHMwmw"uwwm1‘“\“‘1““?‘9_”‘_H?‘Q??‘ m/z 132.05  38.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 A
91.0 15.00
510 m/z 115.05 27.91%
270 ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\\\\“H\\ ‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
——
15.00
5000 m/z 131.05 19.87%
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 AA]\ANfK
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- i
117.0 15.00
m/z 91.05 13.56%
5000
39.0 g50 910 ‘
S N SV Y v
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VNO76067.D

Acqg On : @03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.053  59.24 ug/1l 1636500 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 2210 (15.053 min): VN076067.D\data.ms (-2201) (- | m/z 117.10 100.00%
11y.1
5000
91.0 A !
39.0 65.0 ‘ I 133.0 15.00
o N RTINS TR m/z 132.85  36.55%
miz--> 20 40 60 80 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 A Apan,
91.0 15.00
- 51.0 o m/z 115.05  29.28%
0 \\\‘\‘\.\\“i‘\\“}‘\““!‘\7\11“‘1R’\\H\"H‘\\!"\‘U\‘\.‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
R \
15.00
5000 m/z 131.20 17.68%
39.0 91.0
A I
) NS S S 1 S SIS | i [ .
m/iz--> 20 40 60 80 100 120 140 M
Abundance #16120: Benzene, 2-butenyl- el
117.0 15.00
m/z 91.05 14.44%
5000 91.0
39.0 .
0w
o S P S A SO N SOV R -
m/z--> 20 40 60 80 100 120 140 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@10323\
Data File : VN@76067.D

Acqg On : 03 Jan 2023 16:39
Operator : JC\MD

Sample : N6232-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
Benzene, 1l-ethy... 13.100 51.7 ug/l 1429450 4 13.794 1381320 50.0
Benzene, 1l-ethy... 13.341 75.8 wug/l 2095200 4 13.794 1381320 50.0
Benzene, 1,1'-(... 13.994 39.4 wug/l 1089240 4 13.794 1381320 50.0
Benzene, 2-ethy... 14.247 27.1 ug/l 748684 4 13.794 1381320 50.0
Benzene, 1l-ethy... 14.335 40.1 ug/l 1107550 4 13.794 1381320 50.0
Indan, 1-methyl- 14.447 36.0 ug/l 995436 4 13.794 1381320 50.0
Benzene, 1,2,4,... 14.659 31.6 ug/l 873952 4 13.794 1381320 50.0
Benzene, 1,2,3,... 14.694  30.9 ug/l 852148 4 13.794 1381320 50.0
Benzene, 2-ethe... 14.929 30.9 ug/l 852934 4 13.794 1381320 50.0
1H-Indene, 2,3-... 15.053 59.2 ug/l 1636500 4 13.794 1381320 50.0
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