LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 50 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VNO70384.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.140 413 429 451 rVB 287853 661353  7.53% 1.089%
2 4.291 844 858 880 rvB2 42369 116281 1.32% 0.192%
3 5.076 1121 1151 1180 rBvV4 120968 481194 5.48% 0.793%
4 5.379 1234 1264 1297 rBV2 106092 389586 4.44% 0.642%
5 5.621 1328 1354 1384 rVB4 189688 655227  7.46% 1.079%
6 7.045 1858 1885 1914 rBV3 515025 1580840 18.00% 2.604%
7 7.327 1974 1990 2016 rVB7 27711 90350 1.03% 0.149%
8 7.847 2165 2184 2202 rVB3 53730 145744  1.66%  0.240%
9 8.024 2224 2250 2261 rBV 628233 1521670 17.33% 2.507%
10 8.086 2261 2273 2288 rVV 1140128 2619278 29.82% 4.315%
11 8.174 2289 2306 2334 rVB 2442845 6061790 69.02% 9.985%
12 8.440 2386 2405 2430 rBV 764191 1753804 19.97% 2.889%
13 8.617 2432 2471 2495 rBV 3335109 8370888 95.31% 13.789%
14  8.968 2584 2602 2631 rBV 1784974 3734164 42.52% 6.151%
15 9.199 2677 2688 2701 rBV3 42079 91808 1.05% ©.151%
16 9.512 2797 2805 2819 rVB6 72087 138626 1.58% 0.228%
17 9.595 2819 2836 2862 rVV 310626 663463  7.55% 1.093%
18 9.730 2865 2886 2901 rVB5 77205 224516 2.56% 0.370%
19 9.882 2924 2943 2966 rBV 2527160 5050815 57.51% 8.320%

20 10.014 2967 2992 3024 rVV 4249204 8783039 100.00% 14.468%

21 10.199 3046 3061 3074 rBV3 142260 286094  3.26%
22 10.368 3100 3124 3136 rBv4 235271 483868 5.51%
23 10.443 3136 3152 3183 rVB 2719260 5139078 58.51%
24 10.781 3267 3278 3292 rBV3 59464 111400 1.27%
25 10.869 3294 3311 3330 rVV6 194322 524516 5.97%

SRR RN
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o
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26 11.258 3438 3456 3467 rBV5 77323 157140 1.79%
27 11.744 3621 3637 3666 rBV 2355659 4269499 48.61%
28 12.001 3719 3733 3752 rVB 32130 90767 1.03%

hPUoOoONO®
=
Ul
)
R

29 12.731 3988 4005 4028 rBV 1756729 3152227 35.89% 193%
30 13.675 4342 4357 4385 rVB 1624701 2854299 32.50% 702%
31 14.149 4520 4534 4547 rBV3 144991 257151 2.93% 0.424%
32 14.407 4613 4630 4643 rVB7 66989 131531 1.50% 0.217%

33 14.812 4769 4781 4796 rBV8 65362 114423 1.30% 0.188%

Sum of corrected areas: 60706429
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0
Time--> 2
Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\

: VNO70384.D
: 30 Dec 2021 8:00
JC/MD
: M5007-10
: 5.00mL/MSVOA_N/WATER
: 50 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

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

TIC: VNO70384.D\data.ms
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5379 9.621

4291 5.076
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TIC: VN070384.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 6
R.T. EstConc Area Relative to ISTD R.T.
3.140 12.62 ug/1 661353  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 12

5 2-Butene 56 C4H8 000107-01-7 9
Abundance Scan 429 (3.140 min): VN070384.D\data.ms (-413) (-) m/z 43.00 100.00%

43.0
5000 /k
R A RAREREER
‘721 2670 2.80 3.00 3.20 3.40

" 7.0235.( .
0ttt e 232 m/z 40.95  88.16%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220

Abundance #813: Butane, 2-methyl-

43.0
5000 TT T T T[T T[T rrrr|
2.80 3.00 3.20 3.40
15.0 m/z 42.00 86.93%
i ‘ 72.0
0\‘\\\\’\\\\ \‘\“\‘\H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #752: 3-Buten-1-ol
42.0
ST
2.80 3.00 3.20 3.40
5000 m/z 56.95 58.64%
oL 150l ), 20
- \H‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #809: Pentane

43.0 2.80 3.00 3.20 3.40
m/z 38.95 29.61%

5000
72.0
0 15. 0“ ‘ I h‘ ‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Butane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.076 9.19 ug/l 481194  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 72
3 Pentane 72 C5H12 000109-66-0 42
4 1-Pentene 70 C5H1e 000109-67-1 28
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 10

Abundance Scan 1151 (5.076 min): VN070384.D\data.ms (-1121) (-) m/z 42.95 100.00%
3.0

- /\g,/ﬂ\\J/\\/
71.0 e R ARRESEEEEE T
55.0 86.0 4.80 5.00 5.20 5.40
0l ettt BT m/z 41,95 86.10%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000
4.80 5.00 5.20 5.40
27.0 710 m/z 41.00  47.32%
so || ] mo T e
O \\\‘.\\\\‘\\\\‘\\\}‘\\\\i }\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0
AR Ea e e T
4.80 5.00 5.20 5.40
5000 71.0 m/z 71.00 22.03%
27.0 57.0
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane R Rmaa e
43.0 4.80 5.00 5.20 5.40
m/z 39.00 20.99%
5000
27.0 57.0 720
0 Hw‘H“?‘5:9‘H“_H“i‘1‘wwaw!www
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.045 30.18 ug/l 1580840  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 59
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50
5 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50

Abundance Scan 1885 (7.045 min): VN070384.D\data.ms (-1858) (-) m/z 42.95 100.00%

43.0
57.0
5000
85.0 S ALART R e
‘ . ‘ 1001 6.80 7.00 7.20 7.40
Loty 280 L 1001 s 57,00 79.42%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
57.0
5000
6.80 7.00 7.20 7.40
27.0 85.0 m/z 41.00 56.75%
O 14P0 H ‘\ ‘ | in 7‘10 ‘ 1000
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0
6.80 7.00 7.20 7.40
5000 ITI/Z 56.00 47 .55%
29.0 850
15.0
0 1.0 | ‘ “\‘ . 70.0 ___100.0
R R A A ARREEAEE s
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Pentane, 2,2-dimethyl-
57.0 6.80 7.00 7.20 7.40
43.0 m/z 42.00 27.26%
5000 85.0
29.0
o |
0 ‘H‘HH_;“‘,HH‘1‘H_m‘,m“1‘H‘7“:‘[(”‘,”1“””‘””, T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Pentane, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.174 115.72 ug/1 6061790  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 43
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 40
4 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
5 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38

Abundance Scan 2306 (8.174 min): VN070384.D\data.ms (-2289) (-) m/z 56.00 100.00%

56.0
5000 J\
e EEERAREEREEaT L
‘ | 0 7.80 8.00 8.20 8.40
Ol e 2088 ., 43.00  85.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4478: Pentane, 2,3-dimethyl-
56.0 J\
5000 29.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
7.80 8.00 8.20 8.40
m/z 41.00  72.02%
85.0
0 \‘.\0\\‘\‘\‘1H‘“H“"H“M‘\‘H\iuu‘uu‘uu‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2013: Oxirane, (1-methylethyl)-
56.0
R EEEAaEEEREESE
7.80 8.00 8.20 8.40
5000 ITI/Z 57 .00 66.40%
27.0
Ol 8B
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8650: Hexane, 3,4-dimethyl-
56.0 7.80 8.00 8.20 8.40
m/z 71.05 37.38%
5000 85.0
29.0
M \ \ 114.0
oA A e e e e AR AR At S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.617 112.08 ug/l 8370890 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 72
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 64

Abundance Scan 2471 (8.617 min): VN070384.D\data.ms (-2432) (-) m/z 57.00 100.00%

57.0
5000
41.0
‘ 99.1 8.20 8.40 8.60 8.80 9.00
bbbl o S e e AA%0 . m/z 55.95  32.06%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000 [T T T[T [T T[T T[Tt
410 8.20 8.40 8.60 8.80 9.00
m/z 41.00 29.19%
o130 2TF M ‘ %90 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
R RERERE S aRREE
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 20.01%
41.0
27.0
0 130 ] \H 71.0 850 990 1140
R RRAE A E RRARRRRETL
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- R EAREE
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 9.81%
5000
41.0
27.0
ol 40 \ | 710 990 1140
H‘_H‘_‘H_‘H‘HH‘H‘wH‘W‘HW‘H‘_H‘_‘HM‘H‘HH“ I ERRRSamNamsEss A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70384.D

Acqg On : 30 Dec 2021 8:00

Operator JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. 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 Pentane, 3-ethyl-2,2-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.595 8.88 ug/1 663463 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
4 Tetradecane, 2,2-dimethyl- 226 C16H34 059222-86-5 56
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 56

Abundance Scan 2836 (9.595 min): VN070384.D\data.ms (-2819) (-) m/z 57.00 100.00%
57.0
Il 83.0 99.0 > .
0 et b e e e M/Z 56.00 54.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14607: Pentane, 3-ethyl-2,2-dimethyl-
57.0
5000 A :
41.0 9.50
m/z 41.00 36.05%
27,0 71.0
oL 13; \ 0,1l 85.0 99.0113.0128.0
\H’\H\‘H\\‘HH‘\\H‘HH‘HH’H\\‘HH‘HH‘\H\‘HH’HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8642: Hexane, 2,2-dimethyl-
57.0
T T
9.50
5000 41.0 m/z 43.00 19.47%
270 99.0
0 \“ .l |, 710 850 114.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8668: Pentane, 2,2,4-trimethyl- e ‘
57.0 9.50
m/z 55.00 11.65%
5000 41.0
27.0 99.0
0 N 7 R 830 | 1130
Ve e e e T e T -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Pentane, 2,3,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.882 67.63 ug/l 5050820 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 74
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 56
Abundance Scan 2943 (9.882 min): VN070384.D\data.ms (-2924) (-) m/z 43.00 100.00%
71.0
5000
57.0 T T
| ‘ 671 112 9.50 10.00
0 m,uH,w,ww‘1HW‘_HwmwWHWHHW m/z 71.00 71.44%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 - AW
9.50 10.00
27.0 57.0 m/z 70.00 50.40%
o Tl H 97.0 114.0
\H’HH’HH’\H\‘HH‘\H\‘\H\‘HH‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8630: Heptane, 4-methyl-
43.0
— A
70.0 9.50 10.00
5000 m/z 40.95 31.80%
27.0
o L L 0 ggoma0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl- e T
43.0 9.50 10.00
m/z 55.00 23.29%
5000 70.0
29.0
oL 10 150 H \“‘ | 85.0 100.0
e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.014 117.60 ug/l 8783040 1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Octane, 4-methyl- 128 C9H20 002216-34-4 78
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
Abundance Scan 2992 (10.014 min): VN0O70384.D\data.ms (-2967) (- m/z 43.00 100.00%
43.0
71.0
5000
T
| ‘ 991 10.00
T T e R e T [V T m/z 71.00  53.58%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 s :
10.00
270 m/z 70.00 44.64%
oL.20 L ‘ 99.0 1140
\‘\\\\’\\\\‘1\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 60 80 100 120
Abundance #14526: Octane, 4-methyl-
A
A A
10.00
5000 m/z 57.00 43.09%
27.0 °
“““,‘““““““““““““““
miz--> 0 20 40 100 120
Abundance #8635:Hemane,44nemyh \/\ ‘ P ‘J\~7
43.0 10.00
m/z 41.00  35.29%
71.0
5000
27.0
0 MH UL
m/z--> 0 20 40 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Hexane, 2,2,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.368 5.67 ug/l 483868 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 50
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 40
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 38

Abundance Scan 3124 (10.368 min): VN070384.D\data.ms (-3100) (- m/z 57.00 100.00%
57.0

S O | W—
“ 97‘0 113.0 10.00 10.50 )
0 H_WWWWwwwu‘HH,HwH_Msmww m/z 41.00  39.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 RS s
10.00 10.50
41.0 710 m/z 55.95  36.59%
27,0
0 | ‘“ L 850 1130127.0
H‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
10.00 10.50
5000 ITI/Z 54.95 29.28%
41.0
71.0
27.0
0 ‘ “‘\ |, | 850 99.011301280
e e e e I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0 10.00 10.50
m/z 70.00 24.63%
5000 41.0
71.0
S O YT Y WA N O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Furan, 2-ethyl-5-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.869 6.14 ug/1 524516 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-ethyl-5-methyl- 110 C7H1e0 001703-52-2 80
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 60
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 60
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 55
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 55
Abundance Scan 3311 (10.869 mln) VNO70384.D\data.ms (-3294) (- m/z 55.00 100.00%
55.0 97.1
5000 41.0
70.0 112.1 -/ e
‘ | H 84.0 il 10.50 11.00
o‘wHH_‘H_m‘“Hm‘m_uh_HU‘M‘!‘wml_www‘_ m/z 97.10  86.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6584: Furan, 2-ethyl-5-methyl-
gl:
110.0 /\
5000 43.0 \J‘\‘ I
67.0 10.50 11.00
m/z 95.05 83.93%
I

200 || | | 810
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7675: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0

o

10. 50 11 00
5000 210 112.0 m/z 41.00 48.97%
27.0 69.0 g3
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0 10. 50 11 00

m/z 39.00 36.11%

5000 41.0
69.0 1120
27 o ‘ ‘ 83.0 ‘
0 ‘ Iy \‘ “ |

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 10. 50 11 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VNO©70384.D

Acqg On : 30 Dec 2021 8:00
Operator : JC/MD

Sample : M5007-10

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 50 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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- 3.140 12.6 ug/l 661353 1 8.088 2619280 50.0
Butane, 2,3-dim... 5.076 9.2 ug/l 481194 1 8.088 2619280 50.0
Pentane, 2,4-di... 7.045 30.2 ug/l 1580840 1 8.088 2619280 50.0
Pentane, 2,3-di... 8.174 115.7 ug/l 6061790 1 8.088 2619280 50.0
Butane, 2,2,3,3... 8.617 112.1 ug/l 8370890 2 8.968 3734160 50.0
Pentane, 3-ethy... 9.595 8.9 ug/l 663463 2 8.968 3734160 50.0
Pentane, 2,3,4-... 9.882 67.6 ug/l 5050820 2 8.968 3734160 50.0
Pentane, 2,3,3-... 10.014 117.6 ug/l 8783040 2 8.968 3734160 50.0
Hexane, 2,2,5-t... 10.368 5.7 ug/l 483868 3 11.746 4269500 50.0
Furan, 2-ethyl-... 10.869 6.1 ug/l 524516 3 11.746 4269500 50.0
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