LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X120722W.M

Title : SW846 8260

Signal : TIC: VX@33390.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.752 103 109 119 rBV 1537707 1974999 3.81% 1.410%
2 1.959 138 143 155 rVB 381252 543782 1.05% 0.388%
3 2.825 281 285 289 rW 275177 597839 1.15% 0.427%
4 2.867 289 292 317 rVB2 359467 814016 1.57% ©.581%
5 4.306 518 528 540 rVB 559132 1586329 3.06% 1.132%
6 6.763 922 931 939 rBV 210560 527108 1.02% 0.376%
7 8.720 1245 1252 1259 rBV 6872909 10485493 20.22% 7.484%
8 10.055 1460 1471 1476 rBV 431193 624302 1.20% 0.446%
9 10.201 1489 1495 1501 rBV 18771306 28155236 54.30% 20.096%

10 10.317 1506 1514 1519 rBV 27710423 151849364 100.00% 37.008%

11 10.646 1562 1568 1574 rVB 14224994 18827291 36.31% 13.438%
12 10.963 1613 1620 1627 rVB 521498 649605 1.25% 0.464%

13 11.305 1667 1676 1682 rBV 1013667 1232612 2.38% ©0.880%
14 11.378 1683 1688 1696 rVV 3768398 6587278 12.70%  4.702%
15 11.451 1696 1700 1706 rVB 1670081 1950803 3.76% 1.392%
16 11.616 1721 1727 1735 rVB 1718664 2199459 4.24% 1.570%
17 11.756 1744 1750 1755 rVB 4904178 6097977 11.76%  4.352%
18 12.024 1789 1794 1799 rVB 491625 621984  1.20% ©.444%
19 12.085 1799 1804 1810 rBV 1065367 1314493 2.54% 0.938%
20 12.244 1824 1830 1838 rBV2 2182982 2914987 5.62% 2.081%
21 12.317 1838 1842 1851 rVB2 379991 548085 1.06% ©.391%

Sum of corrected areas: 140103042
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

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

Abundance TIC: VX033390.D\data.ms

2.5e+07
2e+07
1.5e+07
1le+07

5000000

52
1.959 2238867 4.306

OH‘\H\‘HH‘\H\W—v_r/\\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH’\H\‘\H\‘HH‘\{\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H

Time--> 1.20 1.40 1.60 1.80 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
Abundance TIC: VX033390.D\data.ms

10.817
2.5e+07

2e+07 10.201

1.5e+07 10.646

1le+07
8.720

5000000 11.378
451

11.30%
6.763 10.05 10.963
07— Ao M, T

‘ — — — ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX033390.D\data.ms

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

1le+07

5000000| 11756

616 12.244

i 248

O\‘r‘!_‘!_“ [ f L

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_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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.
1.752 187.34 ug/l 1975000 Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 87
2 3-Buten-1-o0l 72 C4H80 000627-27-0 43
3 Pentane 72 C5H12 000109-66-0 32
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 109 (1.752 min): VX033390.D\data.ms (-103) (-) m/z 43.10 100.00%

43.1
57.1
5000
72.1 1.40 1.60 1.80 2.00
36.0, 1l 50011, 651 | 41.10  92.32%
O Frrprrrrprerrprrrr e e e e e e m/z
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
29.0 1.40 1.60 1.80 2.00
m/z 42.10 87.23%
72.0
H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\\H‘HH‘\H\‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #752: 3-Buten-1-ol
42.0
Wm_m‘mwm_
310 1.40 1.60 1.80 2.00
5000 m/z 57.10 76.40%
57.0 72.0
O 29 T A .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane R R AR
43.0 1.40 1.60 1.80 2.00

m/z 39.10  32.45%

5000
270 57.0 790
0 15.0 \ ‘ 50,0 “‘ 65.0
e e e e e e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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 9
R.T. EstConc Area Relative to ISTD R.T.
1.959 51.58 ug/l 543782  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 35
5 2(3H)-Furanone, dihydro-4-methyl- 100 C5H802 001679-49-8 25
Abundance Scan 143 (1.959 min): VX033390.D\data.ms (-138) (-) m/z 43.10 100.00%
5000 ﬂ
57-1 \‘\\\\‘\\\\‘\\\\‘\\\\’\
. 500 ‘ 65072‘-1 1.60 1.80 2.00 2.20
O+ e e e m/z 42.10 58.90%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
1.60 1.80 2.00 2.20
. m/z 41.10 55.93%
27.0 57.0 720 /
oL 150 o500, eso
\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\‘HH‘HH‘\\H’HH’HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #766: Oxirane, ethyl-
41.0
1.60 1.80 2.00 2.20
5000 270 m/z 39.10 21.15%
57.0
71.0
Il |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl-
43.0 1.60 1.80 2.00 2.20
m/z 57.10 17.48%
57.0
5000
29.0
72.0
0 150 |, 500 I
e A aaasaaaa s e e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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 Pentane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.825 56.71 ug/l 597839  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 Pentane 72 C5H12 000109-66-0 43
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
5 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
Abundance Scan 285 (2.825 min): VX033390.D\data.ms (-281) (-) m/z 43.10 100.00%

43.1
5000 71.1
57.1

2.60 2.80 3.00 3.20

86.1
o‘w"‘w‘HWHH‘MHWU‘WH‘1””_‘3‘_” m/z 71.10 48.29%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 /\uu‘uu‘uu‘uu,\u

2.60 2.80 3.00 3.20
27.0 57.0 m/z 41.10  42.13%

86.0
150 \‘\\‘\\H‘\‘\\\\l\\\\‘\\l\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0

2.60 2.80 3.00 3.20

o

5000 m/z 42.10 41.25%
71.0
27.0 55.0
15.0 ‘\ ‘\ | \‘ 86\0
O+t H\‘HH‘HH‘HH‘HH‘H\

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R E R
43.0 2.60 2.80 3.00 3.20

m/z 39.10  20.44%

5000
27.0 57.0 720
0 15.0 ‘\ | M‘

m/z--> 10 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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 Cyclobutane, methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.867 77.22 ug/l 814016  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H1e 000109-67-1 80
3 Cyclopentane 70 C5H1e 000287-92-3 78
4 2H-Tetrazole, 2,5-dimethyl- 98 C3H6N4 004135-93-7 56
5 1-Pentanol 88 C5H120 000071-41-0 39
Abundance Scan 292 (2.867 min): VX033390.D\data.ms (-289) (-) m/z 42.10 100.00%
42.1
5000 55.1 01 A
A RA L R
84.2 2.60 2.80 3.00 3.20
R ———— m‘mwuu“ww”w m/z 55.10  50.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #652: Cyclobutane, methyl-
42.0
5000 \\\‘\\\\‘\\\\‘\/\\\‘\\\\
2.60 2.80 3.00 3.20
270 58.0 200 m/z 70.10  42.46%
15'0 \‘ | \“ I . ‘ -
0\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #629: 1-Pentene
42.0
A RA e AR T
55.0 2.60 2.80 3.00 3.20
m/z 41.10 35.18%
5000 0.0 /
29.0
iso [l
Ot e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #635: Cyclopentane
42.0 2.60 2.80 3.00 3.20
m/z 39.10 27.05%
5000
55.0 70.0
27.0
0 1.0 15\0 \‘H \“ L .
L R o e R e e A EARAREERE T
m/z--> 0 10 20 30 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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 Cyclopentane, methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.306 150.47 ug/1 1586330  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
Abundance Scan 528 (4.306 min): VX033390.D\data.ms (-518) (-) m/z 56.10 100.00%
56.1
5000 411 69.0 A//L
 AREEAsERRESSSE
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
O+ e u_nmd,m”_“”w m/z 41.18 50.51%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
4.00 4.20 4.40 4.60
m/z 69.05 45.88%
28.0 M ‘ 84.0
O\\‘%%;0\‘\\}‘\‘“\\\}}\‘\\\i‘\u ‘\‘\\\‘1"\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1694: Propane, 2-cyclopropyl-
56.0
41.0
4.00 4.20 4.40 4.60
5000 m/z 55.10 25.08%
27.0 69-0
S A S
0 ‘W‘;M“HJ‘H“J}E“‘wH R L o SRR,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0 4.00 4.20 4.40 4.60
84.0 m/z 39.05 23.41%
5000 410
69.0
27.0 H
obs0 W e A A
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.378 529.54 ug/1 6587280 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-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, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1688 (11.378 min): VX033390.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000 j\
120.1
o 010 A i
39.0 63.1 M ‘ I 11.00 11.50
Ol e et e e e m/z 120.10 32.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — M, | A
120.0 11.00 11.50
m/z 91.05 12.94%
77.0 91.0
OH‘HH‘HH‘\\:3\?‘\0\H“\\\\6‘%\‘(\)\‘\\\‘\“\\\\‘H\\‘\Ml\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 J\
1100 ll 50
5000 m/z 77.05 11.81%
120.0
39.0 77.0 91.0
0o B9 30 i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0 11.00 11.50
m/z 106.10 9.28%
5000 1200
77.0
51.0 91.0
O 25 b bertyibeereetrereetrere el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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, 1l-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.616 176.81 ug/1 2199460 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 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 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Mesitylene 120 C9H12 000108-67-8 90
Abundance Scan 1727 (11.616 min): VX033390.D\data.ms (-1721) (- m/z 105.05 100.00%
105.1
5000 j\/\ j\
120.1
771 911 150 “A‘
39.1 63.1 i ‘ | 11.50 12.00
Ol e e e e e m/z 120.10  31.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\\ T T \/\ T T j\\
120.0 11.50 12.00
m/z 91.10 11.65%
O\\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘H\\‘\H\‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 J
-
11 50 12 00
5000 m/z 77.10 11.03%
120.0
77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 103.10 8.70%
120.0
5000
27.0 51.0 7.0 910
0‘WH‘WHJwH‘WH‘qh‘mNMW‘JM‘HWMHWJNW‘mmMHW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.085 105.67 ug/l 1314490 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
Abundance Scan 1804 (12.085 min): VX033390.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
5000 120.1 ﬂ
391 630 | 9‘.0 I 12.00
Ol el b el m/z 1200100 41.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0
5000 1200 A : ‘/\ :
12.00
770 m/z 77.10 11.84%
51.0 "~ 91.0
OH‘\\\\‘\2\\7\.(‘)\\H"HHi‘}‘\\‘\"sﬂhq‘\\\‘“‘\H\“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 12.00
5000 m/z 91.05 10.05%
39.0 77.0 91.0
ob 280 h e e Ml
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 12.00
m/z 119.10 9.29%
5000
120.0
77.0 91.0 M M
39.0
e P B NN Y OY AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX@033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.244 234.33 ug/l 2914990 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
2 Indane 118 C9H1e 000496-11-7 81
3 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 74
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 1830 (12.244 min): VX033390.D\data.ms (-1824) (- m/z 117.10 100.00%
11y.1
5000
sLo e e
90 ) s : < 783
O'rrrrrrprrrrprertprrre et e e b m/z 118.10  55.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
5000 —r —
91.0 12.00 12.50
51.0 m/z 115.05  33.90%
0H‘HH‘%Z}.?H}“HHH}\\1“1‘}‘\\Tﬁ"}9\‘\\“‘“\\\‘}‘H\‘HH“HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
12.00 12.50
5000 m/z 91.05 17.11%
390 630 o0
i N P PSS | HESS.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 11.58%
5000 91.0
39.0 65.0
0‘“HH‘H"‘m1‘m"}‘h‘1‘1‘1“"‘m”“H‘H1H"1‘”"H“‘mwuu‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121322\
Data File : VX033390.D

Acqg On : 13 Dec 2022 14:21
Operator : JC/MD

Sample : N6001-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X120722W.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- 1.752 187.3 ug/l 1975000 1 5.556 527108 50.0
Pentane 1.959 51.6 wug/1 543782 1 5.556 527108 50.0
Pentane, 2-methyl- 2.825 56.7 wug/l 597839 1 5.556 527108 50.0
Cyclobutane, me... 2.867 77.2 ug/l 814016 1 5.556 527108 50.0
Cyclopentane, m... 4.306 150.5 ug/l 1586330 1 5.556 527108 50.0
Benzene, 1l-ethy... 11.378 529.5 wug/l 6587280 4 12.024 621984 50.0
Benzene, 1l-ethy... 11.616 176.8 wug/l 2199460 4 12.024 621984 50.0
Benzene, 1,2,3-... 12.085 105.7 ug/l 1314490 4 12.024 621984 50.0
Benzene, cyclop... 12.244 234.3 ug/l 2914990 4 12.024 621984 50.0

82X120722W.M Wed Dec 14 11:30:55 2022 Page: 12



