LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@69922.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.445 157 170 193 rVB 1292725 2104511 2.68% 0.497%
2 3.145 411 431 464 rBV 4993861 11424322 14.54% 2.698%
3 3.521 549 571 605 rBV4 1870745 5495671 6.99% 1.298%
4 3,996 725 748 784 rVB 2867448 7762736 9.88% 1.833%
5 4.964 1076 1109 1130 rBV2 590640 2036898 2.59% 0.481%
6 5.082 1132 1153 1164 rBV2 654865 2145499 2.73% 0.507%
7 5.374 1239 1262 1317 rVB 2490479 8861637 11.27% 2.093%
8 5.621 1326 1354 1400 rVB 2078905 7323658 9.32% 1.730%
9 5.935 1446 1471 1502 rVB2 381398 1225565 1.56% 0.289%
10 6.471 1642 1671 1700 rBV2 2094727 6758669 8.60% 1.596%
11  6.611 1701 1723 1741 rVV2 1339127 4241337 5.40% 1.002%
12 6.699 1743 1756 1776 rVV 670983 2019935 2.57% 0.477%
13 6.801 1778 1794 1811 rVV2 372310 1116151 1.42% 0.264%
14 6.906 1812 1833 1870 rVB2 1581421 4722959 6.01% 1.115%
15 7.150 1899 1924 1942 rBV 5640085 16651381 21.19% 3.932%
16 7.844 2167 2183 2207 rVB 2552207 6290311 8.00% 1.486%
17 8.021 2225 2249 2260 rBV2 987893 2543468 3.24% 0.601%
18 8.094 2260 2276 2295 rVB2 4110151 10292129 13.09% 2.431%
19 8.461 2388 2413 2433 rBV2 32521425 78597186 100.00% 18.562%
20  8.587 2450 2460 2474 rVB2 1790673 3609369 4.59% 0.852%
21 8.705 2496 2504 2526 rVB5 451915 1046346 1.33% 0.247%
22 8.802 2528 2540 2580 rVB5 244623 786616 1.00% 0.186%
23 8.968 2580 2602 2616 rBV4 4303692 10005676 12.73%  2.363%
24 9.199 2674 2688 2696 rVV 668484 1360589 1.73% 0.321%
25 9.244 2697 2705 2726 rVB 902091 1801435 2.29% 0.425%
26 9.459 2752 2785 2803 rBV2 1653494 4800133 6.11% 1.134%
27 9.802 2897 2913 2917 rBV3 632411 1153625 1.47% 0.272%
28 9.971 2959 2976 2988 rBV 2113384 4090372 5.20% 0.966%
29 10.202 3046 3062 3068 rBV2 1002277 1958877 2.49% 0.463%
30 10.322 3093 3107 3121 rBV 1668502 2987982 3.80% 0.706%
31 10.440 3135 3151 3164 rBV 4680907 8735905 11.11% 2.063%
32 10.505 3165 3175 3184 rVV 1529300 2837359 3.61% 0.670%
33 10.550 3185 3192 3207 rVB 861601 1484749 1.89% 0.351%
34 10.856 3293 3306 3327 rVB2 731074 1483421 1.89% 0.350%
35 11.130 3397 3408 3421 rVB 1873944 3159866 4.02% 0.746%

36 11.612 3560 3588 3616 rBV4 466398 1685177 2.14% ©0.398%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 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\82N120221W.M
Title : SW846 8260

37 11.744 3619 3637 3663 rBV 5651007 11097020 14.12% 2.621%
38 11.846 3664 3675 3695 rVB2 982398 2154441 2.74% 0.509%
39 11.948 3696 3713 3739 rBV 14273687 27592963 35.11% 6.516%
40 12.087 3755 3765 3790 rVB6 489238 998630  1.27% 0.236%

41 12.280 3825 3837 3852 rVB 846035 1508725 1.92% ©.356%
42 12.578 3934 3948 3963 rVB 5462621 9082866 11.56%  2.145%
43 12.731 3989 4005 4030 rVB 4377338 7936591 10.10% 1.874%
44 12.919 4061 4075 4093 rVB 12629191 20856000 26.54%  4.925%
45 13.058 4119 4127 4144 rVB 786824 1330110 1.69% 0.314%

46 13.219 4172 4187 4213 rBV 2677819 4643863 5.91% 1.097%
47 13.498 4275 4291 4304 rVB2 455696 1064016 1.35% ©.251%
48 13.672 4342 4356 4364 rBV 4639619 8451443 10.75% 1.996%
49 13.838 4405 4418 4420 rBV 2141660 2726212 3.47%  0.644%
50 13.876 4421 4432 4467 rVV 21941834 39235665 49.92% 9.266%

51 14.069 4491 4504 4517 rVB 823180 1361249 1.73% ©.321%
52 14.214 4544 4558 4571 rBV 4526166 7205742  9.17% 1.702%
53 14.278 4571 4582 4589 rVWV 1347637 2216325 2.82% 0.523%
54 14.327 4589 4600 4620 rVB 5375321 9021935 11.48% 2.131%
55 14.538 4663 4679 4690 rBV 2266957 3839586 4.89% 0.907%
56 14.807 4767 4779 4793 rBV 3219804 5115811 6.51% 1.208%
57 14.927 4806 4824 4838 rBV3 3709218 7572914 9.64%  1.788%
58 15.083 4869 4882 4898 rBV 745246 1330336 1.69% ©.314%
59 15.193 4901 4923 4934 rBV5 517058 1248470 1.59% 0.295%
60 15.311 4952 4967 4984 rVB3 487269 1185213 1.51% 0.280%

61 15.504 5022 5039 5057 rBV 5324758 10058727 12.80% 2.375%

Sum of corrected areas: 423436373
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069922.D\data.ms

3e+07
2.5e+07
2e+07
1.5e+07

le+07

5000000 3.145
3.99 5.374 5621 6

2.445 A 3.521 4 .47& 6.9
9608 5.935 JANG-
0‘ TT T ‘ T ‘ Tr T ‘ L ‘ TT 1T ‘ L ‘ L ‘ T A‘ L ‘ TT \A\\ T ‘ TTTT ‘ TT T ‘ T ‘ T \%\‘M\ T ‘ [ \ﬁ\{\\‘jﬁﬁf‘ [ ‘ T ‘ T

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: VN069922.D\data.ms
8.461
3e+07
2.5e+07
2e+07
1.5e+07
le+07
7.150 11.744
5000000 /\\ 8.094 8.968 10.440
7.844 NA\ 8.587 9.971 11.130
9.459 . 3 .
8.0 70302 M&Q% 9.802 10.56? 880 10.856 11.61211.8
0“A“§AA‘/"\‘/M“~‘//\‘A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN069922.D\data.ms
3e+07
2.5e+07
13.876
2e+07

1.5e+07{1.948

12.919
le+07
5000000 12578 .. 13.672 1434327 . 15.504
13.219 13.838 14.538 14.861
2.08%2.280 3.05 13.498 14.0691-278 = /\ /\E-Qsmll
0\\ ‘/‘./\\ T T T ‘ T T T J‘\/\\ T T T : = T T /\/\\ T T ‘ T T T T ‘ /\Kj?x/\\ 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\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Butane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.145 55.50 ug/1 11424300  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 Azetidine 57 C3H7N 000503-29-7 9
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

Abundance Scan 431 (3.145 min): VN069922.D\data.ms (-411) (-) m/z 43.00 100.00%

3.0
57.0
5000
A AREEEAREEE S
‘ 721 2.80 3.00 3.20 3.40
0l gl b 938 80 sz 41,00 92.40%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 \‘\\\\‘\\\\’\\\\‘\\\\“
2.80 3.00 3.20 3.40
m/z 42.00 86.76%
‘ I | 7%0
I (IR .
\H’HH‘HH‘HH‘HH‘ H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #752: 3-Buten-1-ol
42.0
AR EE i o R
2.80 3.00 3.20 3.40
5000 m/z 57.00 61.82%
27.
7 e o
. il | | .
TR e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #809: Pentane S RRRma R
43.0 2.80 3.00 3.20 3.40
m/z 39.00  33.86%
5000
57.0
27.0 ‘ 720
\u,\u\‘uu‘\m“‘um‘i\M\‘m‘h‘\u\‘!\u‘\m‘\m‘\m‘\m‘u R e RammaRE T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Pentane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.521 26.70 ug/1 5495670  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 45
3 Oxirane, ethyl- 72 C4H80 000106-88-7 40
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 32
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 17
Abundance Scan 571 (3.521 min): VN069922.D\data.ms (-549) (-) m/z 43.00 100.00%
43.0
5000 J\ j\
s EaEsmmmmaERE
Lm H . 3.20 3.40 3.60 3.80
S m"A!‘_"1‘?‘4‘9‘H‘wHHWW‘?R‘??‘??’“‘_ m/z 42.00  62.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane
43.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\/’\
3.20 3.40 3.60 3.80
m/z 41.00 59.24%
‘ 72.0
\J\-TI:_)\.‘()\“‘\‘\\“H\\‘h\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #814: Butane, 2-methyl-
43.0 /\ ﬂ
e RARREEEEE R
3.20 3.40 3.60 3.80
5000 m/z 39.00 25.67%
72.0
150, | "
L R e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #762: Oxirane, ethyl- RRAERE R S e
42.0 3.20 3.40 3.60 3.80
m/z 54.95 16.55%
5000
71.0
ai| AN
Ml
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Cyclopropane, 1,2-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.996  37.71 ug/1 7762740  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 91
2 2-Butene, 2-methyl- 70 C5H10 000513-35-9 91
3 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 86
5 2-Pentene, (Z)- 70 C5H10 000627-20-3 81
Abundance Scan 748 (3.996 min): VN069922.D\data.ms (-725) (-) m/z 55.00 100.00%
55.0
5000 J\
R

3.60 3.80 4.00 4.20 4.40

T 207.C D
o+ttt m/z 70.00  39.90%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-

55.0
5000 B LA AL B R R
3.60 3.80 4.00 4.20 4.40
290‘ m/z 39.00 35.16%
’
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #651: 2-Butene, 2-methyl-
55.0
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.00 31.14%
27.0
CLUNIF S "
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #658: Cyclopropane, 1,1-dimethyl-
55.0 3.60 3.80 4.00 4.20 4.40
m/z 42.00  23.55%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Cyclopentane, methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.150 80.89 ug/l 16651400  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclohexane 84 C6H12 000110-82-7 56

Abundance Scan 1924 (7.150 min): VN069922.D\data.ms (-1899) (-) m/z 56.00 100.00%

56.0
5000

84.1 6.80 7.00 7.20 7.40
vt b e e 206 | m/z 41.00 59.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0

5000 e e
6.80 7.00 7.20 7.40

m/z 69.00 41.61%

28.0 84.0
\\\\‘\H‘\\\\\"\‘1‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1666: 1-Pentene, 2-methyl-
56.0

6.80 7.00 7.20 7.40

o

5000/  27.0 m/z 39.00  29.46%
84.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl- O EAREEAEERR RS S
56.0 6.80 7.00 7.20 7.40
210 m/z 55.00  26.79%
5000
84.0
w_m;wm_Hw!‘H_HwW_Ww_ww SIS A N —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 1l-ethyl-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.219  27.47 ug/1 4643860 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 4187 (13.219 min): VN069922.D\data.ms (-4172) (- | m/z 104.95 100.00%
105.0
5000
390 70 L 13.00 13.50
Obrr et b L 42891528 2070 o100 16 29.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T \/\‘\ T T T /\\
13.00 13.50
m/z 91.00 12.87%
39.0 77.0
\\\‘\‘\\\“\\‘\\“\‘\\\M‘\\‘\\‘\‘\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
— —
13. OO 13.50
5000 ITI z 12.86%
79.0
mo
I | I i I
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 13. 00 13.50
m/z 9.65%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13 OO 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.876 232.12 ug/1 39235700 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Deltacyclene 118 C9H10 007785-10-6 64
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 4432 (13.876 min): VN069922.D\data.ms (-4421) (- | m/z 117.05 100.00%
117.1
5000
39.0 63.0 970 1350 1400
Obrrrrrreeb bl AL 1489 2071 118,05 56.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
11v.0
5000
1350 1400
m/z 115.00  33.81%
390 630 10
\1\5\‘()\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 16.26%
39.0 91.0
‘ 65.0 ‘
‘H“H‘}‘ﬂ‘MUHJHHW‘Hu‘lp“‘_“‘_“W“‘W“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 13.50 14.00
m/z 63.00 9.73%
5000
91.0
39.0
65.0
S 1 N sl
m/z--> 20 40 60 80 100 120 140 160 180 200 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 7 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.214  42.63 ug/l 7205740  1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95

Abundance Scan 4558 (14.214 min): VN069922.D\data.ms (-4544) (- | m/z 119.05 100.00%

119.1
5000
91.0

39.0 65.0 14.00 14.50
H“H‘Jp‘www‘wh‘w‘HW‘WL“ﬁ%PH“H‘_“EQYQ m/z 134.00  28.98%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000

o

14.00 14.50
91.0 m/z 91.00 17.63%
39.0 65.0 ‘ ‘
\]-\5\.9\‘\\\“‘\ \“1‘\“1‘\\\‘”‘\\‘M“H“H‘M\H‘\ ‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
14.00 14.50
5000 ITI/Z 120.05 9.79%
91.0
390 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50

m/z 77.00 9.60%

5000
91.0
300 650 ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.327 53.38 ug/l 9021940 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83
Abundance Scan 4600 (14.327 min): VN069922.D\data.ms (-4589) (- | m/z 117.00 100.00%
117.0
5000
)
s10 40 14.00 14.50
Ol bt b Ml 1549 2071 /7 115,00 33.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 AAN ‘
14. 00 14. 50
91.0 m/z 132.05 26.35%
51.0
\\\‘2\7\9\“\\“\\“‘\‘\\\“\\“\\‘H“\\1‘\}“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
14. 00 14 50
5000 m/z 91.00 15.05%
39.0 65.0 910
L ‘ il | min
A B e e aa ARARE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (aneﬂwllgwopenyb —
117. 14. 00 14 50
m/z 118.00 10.28%
5000
91.0
39.0 65.0 ‘
150, bt Al ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14. 00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.807 30.27 ug/l 5115810 1,4-Dichlorobenzene-d4 13.672
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
Abundance Scan 4779 (14.807 min): VN069922.D\data.ms (-4767) (- | m/z 117.00 100.00%
117.0
5000
- ——
s1.0 910 ‘ ‘ 14.50 15.00
Obrrrrrrecb b b Il 1481 2070ty 935 05 38.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T T ‘/\‘4“7
14.50 15.00

m/z 115.00  28.08%

390 g50 910
H‘_\H_\"“\M\U"‘\‘_“\HW“U_‘MW_Mw_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- M
117.0
T 7

14.50 15.00
m/z 131.05 20.99%

5000
91.0
51.0
270~ ‘
H“JH‘L‘JWWN‘NM‘JM‘W“M‘MJW““_“‘_““H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 14.50 15.00
m/z 91.00 14.08%
5000
39.0 g5g 91.0 ‘

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\VN120921\
Data File : VN@©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.927 44.80 ug/l 7572910 1,4-Dichlorobenzene-d4 13.672
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 93
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
Abundance Scan 4824 (14.927 min): VN069922.D\data.ms (-4806) (- | m/z 117.00 100.00%
117.0
5000
91.0 LT
51.0 ‘ m ‘ 15.00
bl [y 14811709 2081 /7 132,00 35.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ‘A\‘”P%\\
91.0 1500
51.0 m/z 115.0 28.88%
270 "] ‘ ‘
\\\‘\\\\‘\\‘”\"“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
1500
5000 m/z 131.0 18.00%
91.0
51.0
2 Fir oA EP Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1500
m/z 119.0 17.29%
5000
39.0 50 910 ‘ K
SN P O A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120921\
Data File : VN©69922.D

Acqg On : 9 Dec 2021 19:44
Operator : JC/MD

Sample : M4969-07

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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|
Butane, 2-methyl- 3.145 55.5 ug/l 11424300 1 8.086 10292100 50.0
Pentane 3.521 26.7 ug/l 5495670 1 8.086 10292100 50.0
Cyclopropane, 1... 3.996 37.7 ug/l 7762740 1 8.086 10292100 50.0
Cyclopentane, m... 7.150 80.9 ug/l 16651400 1 8.086 10292100 50.0
Benzene, 1l-ethy... 13.219 27.5 ug/l 4643860 4 13.672 8451440 50.0
Indane 13.876 232.1 wug/l 39235700 4 13.672 8451440 50.0
Benzene, 2-ethy... 14.214 42.6 ug/l 7205740 4 13.672 8451440 50.0
Benzene, 1l-ethe... 14.327 53.4 ug/l 9021940 4 13.672 8451440 50.0
1H-Indene, 2,3-... 14.807 30.3 ug/l 5115810 4 13.672 8451440 50.0
Benzene, 2-ethe... 14.927 44.8 ug/l 7572910 4 13.672 8451440 50.0
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