LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

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_N\methods\82N112224W.M

Title : SW846 8260

Signal : TIC: VN@85200.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.318 52 62 76 rBV 176360 548459 2.96% 0.532%
2 8.165 1043 1056 1060 rBV 118514 280855 1.51% 0.273%
3 8.224 1060 1066 1079 rVB 205463 465421  2.51% ©.452%
4 8.577 1117 1126 1137 rBV2 131742 351201 1.89% 0.341%
5 9.100 1206 1215 1230 rBV 311932 629332 3.39% 0.611%

6 9.600 1288 1300 1315 rVB 169518 390928 2
7 10.565 1454 1464 1471 rBV 518803 1038668 5
8 10.994 1529 1537 1547 rBV5 78495 226887 1.22%
9 11.865 1678 1685 1691 rBV 458950 828282 4
10 11.959 1694 1701 1712 rVV 3596214 6074471 32.

oo RrRro
N
N
[
R

11 12.071 1712 1720 1738 rVB 177791 424444  2.29%
12 12.394 1765 1775 1784 rBV 186927 368889 1.99%
13 12.694 1818 1826 1842 rVB 1125690 1878773 10.13%
14 12.847 1842 1852 1863 rVB 365435 636059 3.43%
15 13.029 1875 1883 1890 rBV 1235832 2031132 10.95%

PoORrRPROO®
o]
N
w
B

16 13.129 1890 1900 1903 rVV 499559 856465  4.62%
17 13.17@ 1903 1907 1913 rVB 497757 771404  4.16%
18 13.335 1927 1935 1943 rBV 1902300 3185359 17.17%
19 13.476 1947 1959 1966 rBV 4112011 6919542 37.30%
20 13.600 1973 1980 1987 rBV3 76688 186778 1.01%

OO WwWoOo
[
O
N
R

21 13.670 1987 1992 1997 rBV 273715 427809 2.31%
22 13.729 1997 2002 2007 rVB2 168776 272543 1.47%
23 13.817 2007 2017 2022 rBV2 2180051 4279145 23.07%
24 13.947 2032 2039 2041 rBV 804239 1197622  6.46%

P RLrhAOO®
=
Ul
w
B

25 13.994 2041 2047 2059 rVB 6533799 11886094 64.08% 11.536%
26 14.176 2072 2078 2083 rVB2 219492 362776 1.96% ©0.352%
27 14.241 2083 2089 2092 rBV 465881 823843  4.44%  0.800%
28 14.323 2098 2103 2110 rVB 666662 1098593 5.92% 1.066%
29 14.394 2110 2115 2117 rBV 179222 272370 1.47% 0.264%
30 14.441 2117 2123 2134 rVB 3213575 5724870 30.86% 5.556%
31 14.570 2138 2145 2150 rBV 296344 462824  2.50% 0.449%
32 14.653 2150 2159 2161 rBV 493357 821527 4.43% 0.797%
33 14.688 2161 2165 2170 rVV 1120317 1745653 9.41%  1.694%
34 14.794 2177 2183 2194 rVB2 206405 513995 2.77%  ©.499%
35 14.923 2198 2205 2216 rVB 2127308 3536096 19.06%  3.432%
36 15.035 2216 2224 2232 rBV2 1882837 4446075 23.97% 4.315%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\

Data File : VN@85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/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
Title : SW846 8260
37
38
39
40

15.
15.
15.
15

112
200
306
.441

2232
2245
2261
2285

2237
2252
2270
2293

2245
2261
2277
2301

rvB 1575152
rvB 4093047
rBv2 684299
rvB3 200284

41
42
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15.
15.
15.
15.
16.

564
635
747
941
141

2304
2318
2339
2370
2405

2314
2326
2345
2378
2412

2318
2339
2362
2381
2417

rvve
rvwv
rVB6
rBv2
rBv

95248
9560925
129820
125364
283145

194
276
494
564
776

2417
2427
2465
2478
2512

2421
2435
2472
2484
2520

2427
2452
2478
2500
2522

rvB2
rvB2

46
47
48
49
50

16.
16.
16.
16.
16.

191283
427049
rBv3 81625
rvB 186604
rBv 1095940

Sum of corrected
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2741538
7461109
1478652

504320

284723
18549287
442801
269055
648470

367768
1540229
202922
526587
2053301

areas:

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.M

14.78%  2.661%
40.22%  7.241%
7.97%  1.435%
2.72% ©.489%
1.53% 0.276%
100.00% 18.003%
2.39% 0.430%
1.45% 0.261%
3.50% ©0.629%
1.98% ©.357%
8.30%  1.495%
1.09% ©.197%
2.84% 0.511%
11.07%  1.993%
103035946

MW12-20241212
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.M
Quant Title : SW846 8260

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

Abundance TIC: VN085200.D\data.ms

8000000

6000000

4000000

2000000

2.318
0 L L L L L L L L L L L L B

Time--> 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 6.40 6.60 6.80
Abundance TIC: VN085200.D\data.ms

8000000
6000000
4000000

2000000

10.565
88624 8577 9.100 9.600 A\ 10.994
ol— e - ‘

3 —1 — — T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN085200.D\data.ms

15.635

8000000

13.994
6000000

13.476 15.200

400000011 959
14.441

13.817
2000000 13.335 143835
12.694 13.029 14.688 16.7

3.947 2 5.306
692071 12.304 k2.847 83290 . 144788 30w 87873 79 /154415615, 7415.941 0 a0 g ’ﬁ\
0 T ‘ T T T T ‘ T T T T ‘ T T T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T 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_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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 Sulfur dioxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.318 58.92 ug/l 548459  Pentafluorobenzene 8.224

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 62 (2.318 min): VN085200.D\data.ms (-52) (-) m/z 64.00 100.00%

64.0
5000 /\\\\\NH
R EEEE
2.20 2.40 2.60
b 4 m/z 48.10 51.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LN L L L L B B
2.20 2.40 2.60
m/z 66.00 4.84%
32.0
O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
64.0
\\\\‘\\\\‘\\\\‘\\\\‘l
2.20 2.40 2.60
5000 m/z 50.00 2.58%
17.0
0 42.0 96.0
N e B o L I e
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- SNBSS A 8
64.0 2.20 2.40 2.60
m/z 65.20 0.91%
5000
44,
16.0
ol ‘ L ‘ 93.0 1150 143.0 169.0 MW!\ M ﬂ
R L e R A REm e
m/z--> 20 40 60 80 100 120 140 160 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.335 37.22 ug/1 3185360 1,4-Dichlorobenzene-d4 13.788
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, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1935 (13.335 min): VN085200.D\data.ms (-1927) (- | m/z 105.05 100.00%
105.1
5000 /\
1202 ~ LI
511 77.0 91.0 13.00 13.50
O ST i Ml nz 120015 29.93%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00 13.50
m/z 91.05 12.64%
39.0 77.0 91.0
O\\‘HH‘2\\5\.‘\0‘\H\“‘HHi‘i‘u\?%\.‘\ow‘\H‘H‘HHHH\‘\‘11\“\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 13.00 13.50
5000 m/z 77.05 12.12%
77.0
. 15.0 39.0 59.0 91.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 13.00 13.50
m/z 79.10 9.30%
5000
120.0
- 39.0 63.0 77‘.0 91.0
Olrrprrrr Rttt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50

82N112224W.M Mon Dec 16 ©6:30:21 2024 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.994 138.88 ug/l 11886100 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 59
3 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 59
Abundance Scan 2047 (13.994 min): VN085200.D\data.ms (-2041) (- | m/z 117.10 100.00%
117.1
5000
=
39.1 63.1 ‘ 14.00
Ol Ll 2403 20700 /7 118,10 56.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 —T1
14.00
39.0 91.0 m/z 115.10 33.00%
' 3.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
==
14.00
5000 m/z 91.10 16.09%
91.0
o 27.0 51.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10211: 7-Methylenecycloocta-1,3,5-triene
117.0 14.00
m/z 63.10 8.50%
5000 91.0
39.0
65.0
0! SNBSS i W LA
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.441 66.89 ug/l 5724870 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 2123 (14.441 min): VN085200.D\data.ms (-2117) (- | m/z 117.10 100.00%
117.1
5000 J\ /\
91.1 L e ‘
14. 50
51.1
133.1
Ol 2 A sl 3%3,1149.0 33.33%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14. 50
91.0 ITI z . 27.19%
O T ’2\7\0\ T ’ \5\]“_\0\ ‘ \ \7\4\p‘ T \“\ T ‘HH\ T H‘ \1}?"\‘3\.0‘ L
miz-> 20 40 60 80 100 120 140
Abundance
117.0
—r—
14. 50
5000 14.71%
91.0
39.0 65.0 133.0
0 15.0
B
miz--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 14. 50
m/z . 10.24%
5000
91.0
B0 ;0 | o
S A A
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.923  41.32 ug/1 3536100 1,4-Dichlorobenzene-d4 13.788
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-4-methyl- 132 C1eH12 000824-22-6 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
Abundance Scan 2205 (14.923 min): VN085200.D\data.ms (-2198) (- | m/z 117.05 100.00%
117.1
MJU
\

51.1 ‘ ‘
o"wH‘m‘m‘w‘l‘m_wml‘n!‘m}?’?‘;?‘W_H?‘Q‘?@ m/z 132.15  36.40%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000

91.0 15.00
m‘

m/z 115.05 27.67%

51.0
270~ ‘
\\\‘\\\\‘\\‘U\““U\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0

o

15.00
5000 m/z 131.05 20.72%
91.0
ol 270 51.0
— T

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- P
117.0 15.00

m/z 91.10 14.15%

5000
SST .0 | 65.0 91 0 ‘
0 J " Ll AN

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\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.035 51.95 ug/1 4446080 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 90
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 81
3 o-Cymene 134 C1eH14 000527-84-4 81
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 81
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 76
Abundance Scan 2224 (15.035 min): VN085200.D\data.ms (-2216) (- | m/z 119.10 100.00%
119.1
5000 M/k
91.0 L — T
39.0 65.0 15.00
bt b L N148 2070 134,15 40.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
15.00
91.0 m/z 117.05 36.08%
39.0 650
0 %\5\.‘0\‘\ T \“‘\ \“\‘\“i“u\““ T \‘\\‘muw"\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
]
15.00
5000 m/z 91.05 22.19%
91.0
41.0 63.0
Ol et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene — I
119.0 15.00
m/z 115.10 15.37%
5000
91.0
41.0 65.0
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\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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-methyl-2-cyclop... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.111  32.03 ug/l 2741540  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 94
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 93
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2237 (15.111 min): VN085200.D\data.ms (-2232) (- | m/z 130.05 100.00%

130.1
5000

671 102.1 M 15.00 1550

0 ‘HH_“ew‘lwuhH‘H“w‘_ 82l 2071 n/z 115,10 96.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-

130.0

5000 T

1500 15.50

m/z 129.05 81.77%

o

27.0 \5 LT ° 1020} M
I -
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
Ay

15.00 15.50

5000 ITI/Z 128.00 39.68%
51.0
28.0 77.0 102.0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0 15.00 15.50
m/z 127.10 19.37%
5000
Y0 70 102.0
o”m\\\»m AoV
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN@©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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 2-Methylindene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.200 87.18 ug/l 7461110  1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 96
4 1H-Indene, 3-methyl- 130 C10H10 000767-60-2 95
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95

Abundance Scan 2252 (15.200 min): VN085200.D\data.ms (-2245) (- | m/z 115.10 100.00%

115.1
5000

39. 0 89.0 15 00 15.50
0 _m_mu”‘” Ul L2482 20700 0 130,05 99.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000 1
15 00 15 50
m/z 129.05 78.52%

o

28.0 30 770 102.0
‘\\\\“\\“\\“!‘\\H}“\\‘\\‘\\\1‘\“'“‘\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
130.0
A

15.00 15.50

5000 m/z 128.05 38.82%
51.0
570 77.0 102.0
o Y A M AN N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- —— ——
115.0 15.00 15.50
m/z 127.05 18.65%
5000
51.0
77.0
27.0 H |
N N P | R —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121324\
Data File : VN©85200.D

Acqg On : 13 Dec 2024 16:39

Operator : JC\MD

Sample : P5270-07

Misc : 5.0mL/MSVOA_N/WATER MW12-20241212

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N112224W.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|
Sulfur dioxide 2.318 58.9 ug/l 548459 1 8.224 465421 50.0
Benzene, 1l-ethy... 13.335 37.2 ug/l 3185360 4 13.788 4279150 50.0
Indane 13.994 138.9 wug/l 11886100 4 13.788 4279150 50.0
Benzene, 1l-ethe... 14.441 66.9 ug/l 5724870 4 13.788 4279150 50.0
Benzene, 2-ethe... 14.923 41.3 ug/l 3536100 4 13.788 4279150 50.0
Benzene, 1,2,4,... 15.035 52.0 ug/l 4446080 4 13.788 4279150 50.0
Benzene, (1-met... 15.111 32.0 ug/l 2741540 4 13.788 4279150 50.0
2-Methylindene 15.200 87.2 wug/l 7461110 4 13.788 4279150 50.0
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