LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 25 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\82N081721W.M
Title : SW846 8260

Signal : TIC: VN@68312.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total

1 8.466 2385 2415 2457 rBV3 75586209 181808861 69.23% 13.457%
2 10.446 3136 3153 3161 rBV 1640939 3011797 1.15% 0.223%
3 10.513 3161 3178 3204 rVV3 85033763 176394545 67.17% 13.056%
4 11.148 3399 3415 3430 rBV2 2469638 4840733 1.84% ©.358%
5 11.226 3430 3444 3462 rVB 3962623 7410905 2.82% ©.549%

6 11.747 3621 3638 3645 rBV 1884680 3568628 1.36% ©0.264%
7 11.789 3646 3654 3664 rVV 3082079 5226110 1.99% ©.387%
8 11.848 3664 3676 3690 rVV 13867574 22696056 8.64% 1.680%
9 11.953 3690 3715 3744 rVB3 77282521 150683330 57.38% 11.153%
10 12.090 3746 3766 3778 rBV4 1779397 3590648 1.37% ©.266%

11 12.286 3825 3839 3868 rVB5 86241266 159585876 60.77% 11.812%
12 12.522 3915 3927 3939 rVV 3443215 6417401 2.44%  0.475%
13 12.734 3992 4006 4016 rBV 1722609 2993557 1.14% 0.222%
14 12.921 4064 4076 4087 rBV 2418020 4116743 1.57% ©.305%
15 12.986 4087 4100 4108 rBV 11353952 19699402 7.50% 1.458%

16 13.061 4119 4128 4141 rVB 12645067 19810101 7.54%  1.466%
17 13.224 4174 4189 4207 rBV 8402191 16023639 6.10% 1.186%
18 13.372 4225 4244 4256 rBV2 44016691 73131230 27.85% 5.413%
19 13.420 4256 4262 4273 rVV 3316779 4785308 1.82% 0.354%
20 13.594 4318 4327 4347 rVB 2241336 4830108 1.84% ©.358%

21 13.707 4347 4369 4380 rBV 18760778 34585215 13.17% 2.560%
22 13.879 4421 4433 4458 rVB2 7806744 14878209 5.67% 1.101%
23 14.061 4486 4501 4517 rVB2 56320780 99790276 38.00% 7.386%
24 14.423 4624 4636 4660 rBV2 2299937 4754295 1.81% ©.352%
25 14.581 4687 4695 4724 rVB2 1388431 3325729 1.27% ©.246%

26 14.922 4808 4822 4837 rBV3 1749783 4198225 1.60% 0.311%
27 14.997 4840 4850 4866 rVB 2492845 4334054 1.65% 0.321%
28 15.086 4869 4883 4903 rVB2 3412012 6167898 2.35% ©.457%
29 15.515 5017 5043 5061 rBV5 121816220 262607780 100.00% 19.438%
30 15.609 5062 5078 5096 rVB 6139812 12494180 4.76%  ©.925%

31 16.620 5438 5455 5481 rVB 14838022 33260054 12.67% 2.462%

Sum of corrected areas: 1351020893
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

Abundance TIC: VN068312.D\data.ms
1.2e+08
le+08
8e+07
6e+07

4e+07

2e+07

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VN068312.D\data.ms
1.2e+08

1le+08

10.513
8e+07 8.466

6e+07
4e+07

2e+07 11.8

o 10.4 11144826 l%E%A
T T T T T S B A S S

S — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VN068312.D\data.ms
1.2e+08 15.ﬁ515

1le+08
12.286
8e+0711.953

6e+07 14.061
13.372

4e+07

26407 . 13.707 16.620
1215606
13.224 13.879 15.609
2.090 12.5225 7312.9 A 1Bidas.504 )\ 14.433 581 141999986 )
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\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1,3,5-Cycloheptatriene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.149 67.82 ug/l 4840730 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 86
2 Toluene 92 C7H8 000108-88-3 50
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 45
4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 41
5 Bicyclo[3.2.0]hepta-2,6-diene 92 C7H8 002422-86-8 35

Abundance Scan 3415 (11.148 min): VN068312.D\data.ms (-3399) - m/z 91.00 100.00%

91.0
5000
—— ‘
37 0 650 11.00 11.50
ST u““““‘u et 1151 1538 1839207C  n/; 92.00  49.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2774: 1,3,5- Cycloheptatrlene
91.0
5000 —— —
11.00 11.50
390 g5 84.95  49.55%
O \‘\}\5\‘0\‘\\\‘«\‘\”}\“‘\‘\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
11.00 11. 50
39.0 650
U
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2777 Spiro[2,4]hepta-4,6-diene T 7
91.0 11.00 11.50
m/z 39.00 15.37%
5000
390 620
0 L \‘\ 1 \/\

m/z--> 0 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Thiophene, tetrahydro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.226 103.83 ug/l 7410910 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 93
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 74
3 Ethylvinyl sulfide 88 C4H8S 000627-50-9 42
4 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 40
5 Sulfide, allyl methyl 88 C4HS8S 010152-76-8 38

Abundance Scan 3444 (11.226 min): VN068312.D\data.ms (-3430) (- m/z 60.00 100.00%

60.0 88.0
5000
— ——
" ‘ ‘ 11.00 11.50
Obr eyl o b 1149 14511690 4/, ggee  91.39%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #2339: Thiophene, tetrahydro-
60.0
88.0
5000 — ——
11.00 11.50
27 0 m/z 45.00  30.20%
O
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2334: Thietane, 2-methyl-
60.0 88.0
N ] .
11.00 11.50
5000 ITI/Z 86.95 25.73%
27.0
:
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #2330: Ethylvinyl sulfide T 7
60.0 11.00 11.50
m/z 46.00  25.44%
27.0 88.0
5000
0! R R e AN R A R — ——
m/z--> 0O 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Thiophene, tetrahydro-3-met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.090 50.31 ug/l 3590650 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro-3-methyl- 102 C5H1esS 004740-00-5 96
2 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 46
3 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 45
4 Thiophene, 2,3-dimethyl- 112 C6H8S 000632-16-6 41
5 2-Thiophenecarboxaldehyde 112 C5H40S 000098-03-3 38

Abundance Scan 3766 (12.090 min): VN068312.D\data.ms (-3746) (-  m/z 111.00 100.00%
.0

111
60.0
5000
12.00
1541
0’ 128.0 m/z 101.95  99.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4912: Thiophene, tetrahydro-3-methyl-
102.0
60.0
5000 41.0
12.00
m/z 112.00 81.78%
L.=p
0- ‘\‘\‘\‘i‘\‘1\\“}\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #7300: Thiophene, 2,4-dimethyl-
111.0
12.00
5000 45.0 ITI/Z 96.95 65.44%
' 77.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #7301: Thiophene, 2,5-dimethyl-
111.0 12.00
m/z 60.00 57.33%
5000
59.0
27.0 ‘ 77.0
SR R I 1 AITR 72
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2H-Thiopyran, 3,4-dihydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.522 89.91 ug/l 6417400  Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, 3,4-dihydro- 100 C5H8S 013042-80-3 58
2 1H-Phosphole, 2,5-dihydro-1-methyl- 100 C5H9P 000872-37-7 58
3 Thiophene, 2,3-dihydro-5-methyl- 100 C5H8S 004610-02-0 47
4 2H-Thiopyran, 5,6-dihydro- 100 C5H8S 040697-99-2 45
5 E-4-Methoxy-2-pentene 100 C6H120 1000279-60-2 40
Abundance Scan 3927 (12.522 min): VN068312.D\data.ms (-3915) (-  m/z 100.00 100.00%
100.0
5000
39.0
65.0 T 7 \
ki
ob il il o 1l 1009 142.4 1690 ./, g5.@p  79.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4233: 2H-Thiopyran, 3,4-dihydro-
85.0
5000 I :
45.0 12.50
m/z 99.00 37.62%
O\‘\\\\‘\M\\‘\‘\\\“\‘\H\\\ \\\\’\\\\’\\\\’\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4241: 1H-Phosphole, 2,5-dihydro-1-methyl-
100.0
12.50
5000 m/z 39.00 32.84%
27'0 57.0
‘ 81,0
0! ettt e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4237: Thiophene, 2,3-dihydro-5-methyl- —
59.0 85.0 12.50
m/z 101.00  24.04%
s000{ 390
0! o .
m/z--> 20 40 60 80 100 120 140 160 180 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.986  28.48 ug/l 19699400 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 4100 (12.986 min): VN068312.D\data.ms (-4087) (-  m/z 105.00 100.00%

105.0
5000 /\
T

39.0 ; 77.0 J 13.00
O 28 LI, 426.0 147.01650 /5 126 00 33.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
13.00

m/z 91.00 11.23%

77.0
39.0
O\\1\8i()\‘\\\“‘\\‘\5\9“.9\\\m‘\\‘}\‘H‘\\‘\““\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
.

13.00
5000 m/z 77.00 10.90%
77.0
0 %q?“*%%9”5%9**M**M*WM*WTH**\**H\**** AﬁfLAQJ\w
miz--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene 4
105.0 13.00

m/z 106.00 8.67%

5000
39.0 77.0 M
0 ! L ‘\‘\5?'\0\ ‘\\ | A ‘ /\ :

m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34

Operator JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@81721W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.224  23.17 ug/1 16023600 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 4189 (13.224 min): VN068312.D\data.ms (-4174) (- m/z 105.00 100.00%

105.0
5000 ]\
e
39.0 77.0 13.00 13.50
Obrr ool o L 4830.0152.2 2070 100 00 32.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M \/\\ ] j\
13.00 13.50
m/z 91.00 12.48%
77.0
O\1\5\‘0\\\3\9“\0\‘\\“\‘\\\H‘\\‘\\‘H‘\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.00 11.85%
77.0
2050, |
Y B O O P S Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene —
105.0 1300 1&50
m/z 102.95 10.91%
5000
77.0
51.0 ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.879  21.51 ug/1 14878200 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 95
2 Deltacyclene 118 C9H10 007785-10-6 72
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 50
Abundance Scan 4433 (13.879 min): VN068312.D\data.ms (-4421) (- m/z 117.00 100.00%
11y7.0
5000
91.0 13.50 14.00
39.0 63.0
Olrer oottty el 1440 1720 2069 /7 198 @8 55.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
11y.0
5000 — A
13.50 14.00
m/z 115.00 34.26%
39.0 63.0 910
O\1\5\.‘0\‘\\\“.HH\\““\‘.H\“‘H“H“‘H\ B L L B L B B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10184: Deltacyclene
117.0
— —
13.50 14.00
5000 m/z 91.00 11.63%
39.0 91.0
65.0 ‘
0“‘_“N‘NM“UHN‘HM‘ﬂ“M“H“H“H“_“W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 13.50 14.00
m/z 116.00 7.47%
5000 91.0
39.0 65.0
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©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.061 144.27 ug/l 99790300 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 87
4 3-Methylphenylacetylene 116 C9H8 000766-82-5 83
5 Benzene, 1,2-propadienyl- 116 COH8 002327-99-3 58
Abundance Scan 4501 (14.061 min): VN068312.D\data.ms (-4486) (- m/z 116.05 100.00%
116.1
5000
63.0 89.0
0. L | oo
Ok e e L1524 177.92020 s 13505 99.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 1

14.00
m/z 89.00  38.28%

39.0 630 ggp
““\HN“"H"\"‘\‘;\HH‘MH;‘H‘HM‘HH‘HH“H“HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9548: 1-Propyne, 3-phenyl-
116.0
Ao J)

o

14.00
5000 m/z 63.00 33.66%
89.0
390 630
o,WJ

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9547: Benzene, 1-propynyl- —
115.0 14.00

m/z 117.00  28.02%

5000
390 630 890
0 v | \ | ‘

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\VN©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzo[c]thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.609 18.06 ug/l 12494200 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 91
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 64
5 3-Deazaadenine 134 Ce6H6N4 006811-77-4 59

Abundance Scan 5078 (15.609 min): VN068312.D\data.ms (-5062) (-  m/z 133.95 100.00%

133.9
5000
390 63.0 89.0 15 50 16 00
Ol Dl 33001619 1929/, 88,95  10.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo|[c]thiophene
134.0
5000 R
15 50 16.00
890 m/z 134.95 9.77%
63.0 H |
O ‘\\\\‘\\\\“‘\‘\‘\\‘\\\\’\‘1\\‘\\\‘}‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17522: Cyclopenta[c]thiapyran
134.0
—
15 50 16.00
5000 ITI z 90.00 7.29%
89.0
63.0 ‘
0 _m_hwww_“",M‘m_H“l‘HH,HHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17518: Benzo[b]thiophene —
134.0 15 50 16.00
m/z 63.00 5.52%
5000 jt
89.0
67.0
ol 480 - ] 1100

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©82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.620 48.08 ug/l 33260100 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64

Abundance Scan 5455 (16.620 min): VN068312.D\data.ms (-5438) (-  m/z 142.00 100.00%

142.0
5000
115.0
g
16.20 16.40 16.60
39.0 63.0 89.0
O s et bl 1670 20692320 /5 141 00 87.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 [T rrrrprrrrg
115.0 16.20 16.40 16.60
m/z 115.00 32.39%
300,59, 890 I
O‘\\\\“\\H\\"\‘\‘\H\‘\‘\\\‘\\\‘}‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22150: Naphthalene, 2-methyl-
142.0
s
16.20 16.40 16.60
5000 ITI/Z 143.00 11.46%
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22141: Benzocycloheptatriene T
141.0 16.20 16.40 16.60
115.0 m/z 139.00 11.36%
5000
63.0 89.0
o_m‘H‘n,“‘:‘h”w:‘m‘mM‘mu;‘uH_m_m_m_m‘ “‘j‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82521\
Data File : VN@68312.D

Acqg On : 25 Aug 2021 20:34
Operator : JC/MD

Sample : M3529-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81721W.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|
1,3,5-Cyclohept... 11.149 67.8 ug/l 4840730 3 11.746 3568630 50.0
Thiophene, tetr... 11.226 103.8 wug/l 7410910 3 11.746 3568630 50.0
Thiophene, tetr... 12.090 50.3 ug/l 3590650 3 11.746 3568630 50.0
2H-Thiopyran, 3... 12.522 89.9 ug/l 6417400 3 11.746 3568630 50.0
Benzene, 1l-ethy... 12.986 28.5 ug/l 19699400 4 13.678 34585200 50.0
Benzene, 1l-ethy... 13.224 23.2 wug/l 16023600 4 13.678 34585200 50.0
Indane 13.879 21.5 wug/l 14878200 4 13.678 34585200 50.0
Indene 14.061 144.3 ug/l 99790300 4 13.678 34585200 50.0
Benzo[c]thiophene 15.609 18.1 wug/l 12494200 4 13.678 34585200 50.0
Naphthalene, 1-... 16.620 48.1 ug/l 33260100 4 13.678 34585200 50.0
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