LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N©33022W.M

Title : SW846 8260

Signal : TIC: VN@72167.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.240 37 43 65 rvVB3 50839 187574 1.58%  0.346%
2 3.693 277 290 317 rBV 4426678 11909415 100.00% 21.948%
3 4.287 381 391 400 rBV 76956 228993 1.92% 0.422%
4 4.569 428 439 455 rBV2 215125 696282 5.85% 1.283%
5 7.645 954 962 983 rBV 91488 252264  2.12%  0.465%

6 8.022 1015 1026 1031 rBV 388896 946905  7.95%
7 8.081 1031 1036 1051 rVB 701798 1590755 13.36%
8 8.439 1085 1097 1110 rBV2 432646 1217708 10.22%
9 8.651 1111 1133 1136 rBV4 33463 184943 1.55%

8.963 1177 1186 1207 rVB 1058136 2184062 18.34%

AONMNNR
N
N
B
R

11 10.327 1410 1418 1426 rBv2 118595 229769 1.93%
12 10.439 1426 1437 1442 rVV 1759580 3203515 26.90%
13 10.504 1442 1448 1462 rVB 1153031 2137949 17.95%
14 10.686 1471 1479 1496 rBV 455622 962150  8.08%
15 11.739 1648 1658 1669 rBV 1696757 3046431 25.58%

Uk wuoe
0
S
S
R

16 11.945 1683 1693 1706 rVB 362850 724436  6.08%
17 12.274 1738 1749 1759 rBV 500367 848594  7.13%
18 12.727 1819 1826 1836 rBV 1386862 2306279 19.37%

OO AR R
N
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IS
R

19 12.980 1862 1869 1872 rBV 224053 398111 3.34% 734%
20 13.010 1872 1874 1878 rVV 152367 217837 1.83% 401%
21 13.051 1878 1881 1888 rVB 199440 322037 2.70% ©.593%
22 13.216 1902 1909 1916 rBV 259364 423060 3.55% 0.780%
23 13.363 1928 1934 1941 rBV 395311 624530 5.24% 1.151%
24 13.668 1980 1986 1997 rBV2 1560656 3412073 28.65% 6.288%
25 13.768 1997 2003 2009 rVV 147309 252871 2.12%  ©.466%
26 13.833 2009 2014 2015 rVV 104316 139598 1.17% 0.257%
27 13.868 2015 2020 2023 rVV2 444341 799539  6.71% 1.473%
28 13.904 2023 2026 2036 rVB2 306723 562448 4.72% 1.037%
29 14.063 2047 2053 2059 rBV 170717 270647 2.27%  0.499%
30 14.127 2059 2064 2066 rBV 136207 223328 1.88% 0.412%
31 14.157 2066 2069 2073 rVB 156573 212080 1.78% ©.391%
32 14.210 2073 2078 2084 rVB 324413 487556  4.09%  0.899%
33 14.274 2084 2089 2092 rBV 82999 135948 1.14% 0.251%
34 14.321 2092 2097 2103 rVB2 345642 551200 4.63% 1.016%
35 14.451 2114 2119 2125 rVB2 157704 246506 2.07% ©.454%
36 14.533 2125 2133 2136 rBV = 217023 369530 3.10% ©.681%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  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\82N©33022W.M
Title : SW846 8260
37 14.574 2136 2140 2144 rVV 359508 539191 4.53% ©.994%
38 14.757 2162 2171 2174 rBV3 92324 182391 1.53% 0.336%
39 14.804 2174 2179 2184 rBv2 337398 563042 4.73% 1.038%
40 14.845 2184 2186 2191 rVB 130656 172135 1.45% 0.317%
41 14.921 2191 2199 2206 rBV3 961198 2206165 18.52% 4.066%
42 14.980 2206 2209 2216 rVB3 73526 146070 1.23% 0.269%
43 15.080 2219 2226 2233 rBV 698645 1221530 10.26% 2.251%
44 15.192 2233 2245 2248 rBV3 242231 586933 4.93% 1.082%
45 15.304 2256 2264 2274 rVB3 305352 760777 6.39% 1.402%
46 15.498 2293 2297 2302 rW 103116 188518 1.58% 0.347%
47 15.557 2302 2307 2312 rVW 232234 428691 3.60% ©.790%
48 15.633 2312 2320 2340 rVB3 221490 952260 8.00% 1.755%
49 15.798 2340 2348 2356 rBV 208091 432217 3.63% 0.797%
50 16.009 2379 2384 2394 rVB 516039 1125338 9.45% 2.074%
51 16.186 2406 2414 2428 rVB3 156769 484339 4.07% ©.893%
52 16.339 2430 2440 2458 rBV 420570 946431 7.95% 1.744%
53 16.545 2463 2475 2481 rBV3 144833 394613 3.31% 0.727%
54 16.615 2481 2487 2501 rVB3 155505 424348 3.56% 0.782%
Sum of corrected areas: 54261912
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ N2522-03
: 5.0mL/MSVOA_N/WATER
: 23 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe42222\

: VNO@72167.D
: 22 Apr 2022 19:24

JC\MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

0
Time--> 2

TIC: VNO72167.D\data.ms

2.240 4.287 4.569

.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

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VNO072167.D\data.ms

10.439 11.739

8.963 10.504

0
Time-->

8.0 8.439 10.686
7.64 A 8.651 1032 ]L

—— —
11.00 11.50

T T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

Time-->

TIC: VNO72167.D\data.ms

13.668
12.727

16.009 16.339

S 1ot 298

1.945 12274 2%%363

il Y (OO

12.00 12.50 13.00 13.50

‘ T T T T ‘ ‘ T
15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.693 374.33 ug/1 11909400  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 290 (3.693 min): VN072167.D\data.ms (-277) (-) m/z 45.10 100.00%

45.1

5000 /L

3.40 3.60 3.80 4.00

69.9 5
e e Mz 46,10 42.47%
miz--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75
Abundance #107: Ethano
31.0
45.0
5000 UL L L B BB B

3.40 3.60 3.80 4.00
m/z 43.10 20.01%

\H\H\‘2\7\\‘\\\\‘\\]\-ﬁ.\?u%ﬂ"dlh
m/z--> 0 5 10152025 30 354045 505560657075
Abundance
45.0
R RAEAREE Ram
3.40 3.60 3.80 4.00
m/z 42.10 7.43%
5000 29.0
15.0
s I s Ly s
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #103: Methane, nitroso- R RAR S e
30.0 3.40 3.60 3.80 4.00
45.0 m/Z 44.05 2.62%
5000
15.0
Huuwuwmwummuwuww‘kuwﬂhhwuuwuwmwuwuwm‘ R RARRaTEEES e
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Isopropyl Alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4,569 21.89 ug/l 696282  Pentafluorobenzene 8.081

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 90
2 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

3 Formamide 45 CH3NO 000075-12-7 5

4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 4

5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 4
Abundance Scan 439 (4.569 min): VN072167.D\data.ms (-428) (-) m/z 45.10 100.00%

458.1
5000

T T T T
39.

591 4.20 4.40 4.60 4.80
Ll 53.1 9
\‘\H\‘HH‘HH’\H\‘HH‘HH‘HH‘HHHH’H\\‘HH‘HH‘HH‘ mZ 43 19 19 22

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #343: Isopropy! Alcohol
45.0
5000

4.20 4.40 4.60 4.80
m/z 41.10 8.34%

27.0
SN T: et N A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45.0 60.0

4.20 4.40 4.60 4.80

[

30.0
5000 ITI z 39.10 6.21%
15.0
T e T e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #102: Formamide

T T T R

T
45.0 4.20 4.40 4.60 4.80
m/z 59.10 4.70%

5000 29.0
0 39.0 ]

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2-Pentanol, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.686 15.79 ug/l 962150  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 78
3 2-Nonanol 144 C9H200 000628-99-9 64
4 2-Octanol 130 C8H180 000123-96-6 64
5 2-Octanol, (S)- 130 C8H180 006169-06-8 56

Abundance Scan 1479 (10.686 min): VN072167.D\data.ms (-1471) (-~ | m/z 45.05 100.00%

45.0
5000
69.1

\ T
‘ 87.1 0 10.50 11.00
101.1 o
el el L IOLL  m/z 69.10  29.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
5000 - —
10.50 11.00

m/z 43.10 27.77%

27.0 ‘ 69.0
H‘HH‘\H‘\“\\H“‘H\\‘\\U\‘HH‘\H\‘?\7\’()\\HO‘\HO\‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
45.0

1050 11.00
5000 m/z 41.10  21.50%

69.0
21.0 84.0
m/z--> fO 50 36 40 55 Gb %0 86 Qb 1601101&01&0 /\NNA_
Abundance #24375: 2-Nonanol Ty ‘
45.0 10.50 11.00
m/z 39.10 10.21%

5000
270 69.0
L7830 980 1260

—p—
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10 50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1-propenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.868 11.72 ug/1 799539  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 76
2 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 72
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 68
5 1,4:5,8-Dimethanobiphenylene, 1,... 184 C14H16 001624-13-1 64
Abundance Scan 2020 (13.868 min): VN072167.D\data.ms (-2015) (- | m/z 117.10 100.00%
11y.1
5000
e L 2409 20690 /7 118,05 55.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 oo ~ MM/\
13.50 14.00
91.0 m/z 105.10  48.85%
51.0 ‘
\\\‘2\7\.9\“\\“\““‘\‘\\\H‘\\H\“‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
13.50 14.00
5000 m/z 115.10 33.47%
91.0
39.0 650 148.0
T A A RaRY
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl- T ™~
117.0 13.50 14.00
m/z 91.10 15.71%
5000
58.0 91.0
20 P S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.921  32.33 ug/l 2206170  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 89
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 2199 (14.921 min): VN072167.D\data.ms (-2191) (- | m/z 117.05 100.00%
117.1
5000
910 15.00
65.0 .
e L ‘ . “!“““‘1““?;9‘ 2988 n/7 132,00 37.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T A T T
91.0 15.00 .
51.0 m/z 119.10 36.43%
270 = ‘
\\\‘\‘\ T \“ T \‘U\““U\\”i‘h‘\\u T ‘H\“\\\“ \‘U\‘\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
15.00
5000 m/z 115.10 28.66%
91.0
270 510
R B B A o A RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl- —
117.0 15.00
m/z 131.00 18.29%
5000 91.0
39.0 65.0 ‘
SN W R NN PR —
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©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.080 17.90 ug/l 1221530 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 62
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 007694-30-6 43
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 37
5 2-Propenoic acid, 2-phenylethyl ... 176 C11H1202 003530-36-7 35
Abundance Scan 2226 (15.080 min): VN072167.D\data.ms (-2219) (- | m/z 104.10 100.00%
104.1
j\ g
1500
65.0 133.1 -
m_m_u‘w,‘l‘m;”_mp“”‘l‘ﬁh_M,W,M?P‘?;RHwa%‘?,lcf m/z 132.00  50.02%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 Jk - :
15.00
m/z 91.10 40.88%
51.0 133.0
\ﬁ“\‘\\\“\\“V\"‘U\HH‘\H\“H\\h“\‘13“\‘\‘\\\\’\\\\’\\\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
104.0
T \
15.00
5000 m/z 115.05 16.78%
51.0
133.0
T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85430: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis- —
104.0 15.00
m/z 117.10 13.84%
5000
51.0 | | 139.0 178.0208.0
T e e T e e e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.304  11.15 ug/1 760777  1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 81
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 81
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 81
5 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 81
Abundance Scan 2264 (15.304 min): VN072167.D\data.ms (-2256) (- | m/z 131.05 100.00%
131.1
5000 \
91.1
15.00 15.50
391 643 148.0
0 i ‘ ‘ “;‘4‘1‘4"2“1“1“ b m/z 133.05  31.59%
miz--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 rh RS
15.00 15.50
m/z 146.05 22.85%
39.0 64.0 91.0
T ‘ \‘\ T \“ T \“\‘\ ‘W.\‘\ \“ T T T ‘ \‘]\-]\-4\}.‘0\‘“‘! T ‘1\ ‘\8-\0\ ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance
131.0
P e
15.00 15.50
5000 m/z 91.10 16.75%
39.0 91.0
63.0 1140 | 1480
I A e e ELEE R
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- = .
131.0 15.00 15.50
m/z 115.00 14.92%
5000
91.0
390 640
ST A SN Y TR Y S RN APV A WEVA S
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.633  13.95 ug/1 952260 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 94
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90

Abundance Scan 2320 (15.633 min): VN072167.D\data.ms (-2312) (- | m/z 131.00 100.00%
131.0

5000

=

91.1
391 649 ‘ MH | 15.50 16.00

. | 4159.2 2069 /7 146.05 33.72%

‘\\\\‘\\‘\‘\‘\\\\‘\\‘\\“‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25042: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0

E

5000
15.50 16.00

91.0 m/z 91.10 19.61%
90 es0
w”“WH“‘\WHJW‘“H\¢"M‘Nw‘w““vw“\‘w‘\“w
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
1550 16.00
5000 91.0 m/z 117.85 17.85%

=

39.0 650
e o O B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- < =
131.0 15.50 16.00
m/z 115.10 17.46%
5000
390 65.0 91.0 ‘
“‘H\“u‘yhhu“J‘W"‘W‘HM“‘M“M“““H““‘ Y T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.009 16.49 ug/l 1125340 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
2 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 87
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001680-51-9 76
4 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 49
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 43
Abundance Scan 2384 (16.009 min): VN072167.D\data.ms (-2379) (- | m/z 118.10 100.00%
118.1
146.1
5000
91.1 — ‘
51.1 ‘ 16.00
S MO T W w b 2079 4605 61.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 105.0 16100
m/z 131.05 50.28%
39.0 77.0
W
\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0
16.00
5000 m/z 117.10  45.38%
91.0
51.0
270 146.0
I W B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- = ‘
131.0 16.00
m/z 105.10 34.70%
5000
105.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©42222\
Data File : VN@©72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.339 13.87 ug/1 946431 1,4-Dichlorobenzene-d4 13.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 70
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 68
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
Abundance Scan 2440 (16.339 min): VNO72167.D\data.ms (-2430) (1 m/z 131.85 100.00%
131.1
5000
105.1
77.0 16.0016.2016.4016.60
. ‘ 160.1 207.1
e el T m/z 118.05  61.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 \‘\\\\‘\\\\‘\k\\\‘
16.0016.2016.4016.60
m/z 146.05 61.10%
‘\‘“!\“\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
16.0016.2016.4016.60
5000 m/z 117.05 33.94%
39.0 91.0
15.0 63.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl- R
131.0 16.0016.2016.4016.60
m/z 105.05  28.26%
5000
103.0
39.0 77.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@42222\
Data File : VN@72167.D

Acqg On : 22 Apr 2022 19:24
Operator : JC\MD

Sample : N2522-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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|
Ethanol 3.693 374.3 ug/l 11909400 1 8.081 1590760 50.0
Isopropyl Alcohol 4.569 21.9 wug/l 696282 1 8.081 1590760 50.0
2-Pentanol, 4-m... 10.686 15.8 wug/l 962150 3 11.739 3046430 50.0
Benzene, 1-prop... 13.868 11.7 ug/l 799539 4 13.668 3412070 50.0
Benzene, 2-ethe... 14.921 32.3 ug/l 2206170 4 13.668 3412070 50.0
Naphthalene, 1,... 15.080 17.9 wug/l 1221530 4 13.668 3412070 50.0
1H-Indene, 2,3-... 15.304 11.2 ug/l 760777 4 13.668 3412070 50.0
Naphthalene, 1,... 15.633 13.9 ug/l 952260 4 13.668 3412070 50.0
Naphthalene, 1,... 16.009 16.5 wug/l 1125340 4 13.668 3412070 50.0
Naphthalene, 1,... 16.339 13.9 ug/l 946431 4 13.668 3412070 50.0
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