LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 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\82N051421W.M

Title : SW846 8260

Signal : TIC: VN@67131.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.305 203 211 222 rVB 18791 28933 1.07% 0.159%
2 3.241 543 560 601 rVB 287618 798213 29.49% 4.396%
3 3.772 739 758 775 rBvV2 80550 214221 7.91% 1.180%
4 4.019 828 850 881 rBV2 57006 178585 6.60% 0.984%
5 6.468 1740 1763 1789 rBV4 58166 186192 6.88% 1.025%

6 6.760 1855 1872 1896 rBV2 27642 87076 3.22% o
7 7.130 1990 2010 2041 rBV5 21495 73700 2.72% O
8 7.519 2132 2155 2169 rBV2 355401 904825 33.43%  4.983%
9 7.597 2170 2184 2216 rVB 662777 1613195 59.60% 8
7.962 2295 2320 2353 rBV3 378504 957426 35.37% 5

11 8.525 2510 2530 2569 rBV 873899 1879234 69.43% 10.350%
12 8.737 2592 2609 2638 rBV2 192679 472746 17.47%  2.604%
13 10.037 3074 3094 3109 rVV 1440904 2706660 100.00% 14.907%
14 10.102 3109 3118 3147 rVB 136654 274385 10.14% 1.511%
15 10.826 3373 3388 3413 rBV2 117196 225537  8.33% 1.242%

16 11.360 3569 3587 3619 rBV 1077589 2094357 77.38% 11.
17 11.574 3656 3667 3689 rBvV2 45629 102501 3.79%
18 11.711 3705 3718 3741 rBV3 21331 54296 2.01%

ORFRrOOR
N
Xe]
]
R

19 11.931 3779 3800 3835 rVB5 49841 183877 6.79% 013%
20 12.357 3942 3959 4008 rBV 728321 1682217 62.15% 265%
21 13.301 4297 4311 4345 rBV 800578 1724044 63.70%  9.495%
22 13.427 4349 4358 4385 rVV5 60019 202316  7.47% 1.114%
23 13.685 4443 4454 4484 rVB 97428 219087 8.09% 1.207%
24 14.117 4608 4615 4623 rBV9 36695 56722 2.10% ©.312%
25 14.186 4636 4641 4653 rVB3 49889 62419 2.31% ©.344%

26 14.597 4785 4794 4810 rVB2 237623 377480 13.95%
27 15.071 4959 4971 5006 rVB3 273238 796755 29.44%  4.388%

N
(]
N
o]
R

Sum of corrected areas: 18156999
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN067131.D\data.ms
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Abundance TIC: VN067131.D\data.ms
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1400000

—T 5
11.00 11.50

1200000

1000000

13.301

800000

600000

400000

200000
11.931

0 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

82N©51421W.M Wed May 19 15:58:34 2021 Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.241 24.74 ug/l 798213  Pentafluorobenzene 7.600

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 78
2 Dimethyl ether 46 C2H60 000115-10-6 9

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

5 Formamide 45 CH3NO 000075-12-7 3
Abundance Scan 560 (3.241 min): VN067131.D\data.ms (-543) (-) m/z 45.00 100.00%

45.0
5000

A RN N AR
3.00 3.20 3.40 3.60

Ol 820 960 1279 2070 n/z; 46.00  38.88%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95: Ethano
31.0

5000 e
3.00 3.20 3.40 3.60

m/z 43.00 19.08%

Al Mﬂ \‘
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #98: Dimethyl ether
45.0

o

15.0 300320340360
0**ﬂ*w‘“*w***\H**\H**\*H*\*H*\*H*\*H*\**H\**H wwwwwww/\\MMMvﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso- T T
30.0 3.00 3.20 3.40 3.60

m/z 44.00 2.42%

. W/\M\/\MM
|

0l e e e e e T
miz--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Isopropyl Alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.019 5.54 ug/1 178585  Pentafluorobenzene 7.600

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
3 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
4 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 850 (4.019 min): VN067131.D\data.ms (-828) (-) m/z 45.00 100.00%

45.0
5000 Jk
P TR
3.60 3.80 4.00 4.20 4.40
m 759 207.0
0 d e e e e e e m/z 43.000 17.69%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #295: Isopropyl Alcohol
45.0

5000 L s aaT A Sae
3.60 3.80 4.00 4.20 4.40

m/z 41.00 7.61%

19.
\\\‘\“ﬂ\“\\“M}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2113: Propane, 2-ethoxy-
45.0

[T T T [T [T T T[T T T oI

3.60 3.80 4.00 4.20 4.40

o

5000 m/z 38.95 6.50%
73.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #276: Hydrazine, 1,2-dimethyl- i ' R B4
45.0 3.60 3.80 4.00 4.20 4.40

m/z 42.00 4.87%

5000
15.0
0“wh"‘HHHw“u“‘H“_“‘_“W“‘W“H“‘H“H‘

m/z--> 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\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Butanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.468 5.77 ug/1 186192  Pentafluorobenzene 7.600

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 1-Propene, 3-methoxy- 72 C4H80 000627-40-7 43
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 43
4 Ethene, ethoxy- 72 C4H80 000109-92-2 40
5 1-Propene, 1-methoxy- 72 C4H80 007319-16-6 35
Abundance Scan 1763 (6.468 min): VN067131.D\data.ms (-1740) (-) m/z 43.95 100.00%
44.0
72.1
5000
AR AR
6.20 6.40 6.60 6.80
Obrrr st e 02 m/z 43.00 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #647: Butanal
44.0
72.0
5000 L B B B L B SR
6.20 6.40 6.60 6.80
m/z 72.10 80.28%
15\0“ |l ‘\
O\\\\‘\\\\ \\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #694: 1-Propene, 3-methoxy-
410 720
\\\‘\\\\‘\\\\‘\‘\\\’\\\\
6.20 6.40 6.60 6.80
5000 m/z 41.00 74 .85%
15.0
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #685: Propanal, 2-methyl- R AR REa
43.0 6.20 6.40 6.60 6.80
m/z 39.00 38.96%
72.0
5000
ESRY
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51

Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51421W.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.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 1-Butanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.737 12.58 ug/l 472746  1,4-Difluorobenzene 8.525
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol 74 C4H100 000071-36-3 90
2 3,4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 33
3 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 9
4 3-Butenoic acid, 2-amino- 101 C4H7NO2 056512-51-7 9
5 Formic acid, butyl ester 102 C5H1002 000592-84-7 9

Abundance Scan 2609 (8.737 min): VN067131.D\data.ms (-2592) (-) m/z 56.10 100.00%

56.1
41.0
5000
e e T e
‘ ‘ 731 8.40 8.60 8.80 9.00
OFrrrprrrrprrrr Ml o e e m/z 41.80 64.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #832: 1-Butano
31.0 56.0
5000 LU B B A L R R |
8.40 8.60 8.80 9.00
m/z 42.95 49.95%
15.0
L gl i 730
OH\’\H\‘\H\‘HH‘\\H‘H \‘HH’H\\‘HH‘HH‘\\H‘HH’HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione
56.0
41.0 R R RRRRN RO e o
8.40 8.60 8.80 9.00
5000 m/z 42.00 28.67%
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1797: Oxirane, (1-methylethyl)- TR
41.0 56.0 8.40 8.60 8.80 9.00
m/z 55.10 18.52%
5000
27-0 71'0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Thiophene, tetrahydro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.826 5.38 ug/1 225537  Chlorobenzene-d5 11.360
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, tetrahydro- 88 C4H8S 000110-01-0 95
2 Thietane, 2-methyl- 88 C4H8S 017837-41-1 72
3 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 47
4 1,2-Hydrazinedicarboxaldehyde 88 C2H4N202 000628-36-4 36
5 Sulfide, allyl methyl 88 C4HS8S 010152-76-8 32

Abundance Scan 3388 (10.826 min): VN067131.D\data.ms (-3373) (- m/z 60.00 100.00%

60.0
88.0
5000

o AH H‘ ‘ 1050 11,00
0l S e 2978 myz 88.00 76.45%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2081: Thiophene, tetrahydro-
60.0
88.0
5000
10 50 11 00
270

m/z 44.95  25.73%
1

\‘\\\‘\‘\1‘\\“‘\\\\H\\\‘\‘\“h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2077: Thietane, 2-methyl-
60.0 88.0

10 50 11 00
m/z 46.00 21.95%

o

5000
27.0
:
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2078: 2,2-Dimethylthiirane — 1
55.0 88.0 10.50 11.00
m/z 87.00 21.79%
5000
UL L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51

Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51421W.M
: SW846 8260

TIC Library : C:\DATABASE\NIST11.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 6 1-Hexanol, 2-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.428 5.87 ug/1 202316 1,4-Dichlorobenzene-d4 13.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
4 Isobutyl octyl carbonate 230 C13H2603 1000372-74-6 47
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 42

Abundance Scan 4358 (13.427 min): VN067131.D\data.ms (-4349) - m/z 57.10 100.00%
57.1

2000 Wwﬂwwww\/\\\KJMJVJ\
83.1 ——
13.50
112.1
bbb e e 1769 2070 s 41,00 35.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 T
29.0 13.50
' 83.0 m/z 43.10 29.92%
LT o
O\\\‘\‘\l\\iV\\h\“\\‘\\“l\\\“\\}\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13668: 2-Propyl-1-pentano
57.0
——
13.50
5000 m/z 55.00  25.95%
29.0
83.0
O R LY
O\H\_Juwuwﬂ\H\H\HHH\W\H\_\H,H\W\H\W\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl- ——
57.0 13.50
m/z 70.05 24.60%
5000
29.0 83.0
S ALY
ottt —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.685 6.35 ug/l 219087 1,4-Dichlorobenzene-d4 13.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 95
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 94
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-ethynyl-4-methyl- 116 CO9H8 000766-97-2 90
Abundance Scan 4454 (13.685 min): VN067131.D\data.ms (-4443) (-  m/z 115.05 100.00%
1151
5000 /\\“
P
39.0 63.0 89.0 207.0 13.50 14.00
Ol ikl 1898 2070 ) 196 05 93.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8406: Indene
116.0
5000 /\”f T T
13.50 14.00
m/z 89.00 11.76%
39.0 6?.0 89‘.0 |
O\\\‘\\\\“\\H\\H“\‘\\\‘\‘\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Benzene, 1-propynyl-
115.0
13.50 14.00
5000 m/z 62.95 11.03%
oL 300 630 B9 |
\\\‘\\\\‘\\”\\“\\\‘\‘\‘\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8415: 3-Methylphenylacetylene oL gyt
115.0 13.50 14.00
m/z 116.95 8.61%
5000
63.0 89.0
39.0
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©51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.597 10.95 ug/l 377480 1,4-Dichlorobenzene-d4 13.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 74
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 60
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 53

Abundance Scan 4794 (14.597 min): VN067131.D\data.ms (-4785) (- m/z 57.10 100.00%

57.1
5000

98.0 —T —

‘ H | | 241151 9 207.0232.0 14.50 15.00
\\‘\\\\“‘\\\\H\‘\‘\\‘M‘\\M‘\\\m-\‘\\\\“\\\\‘\']\-\7\7‘\\\\’\\\\‘\\\\‘\\\\ m/z 71.10 46.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl-
57.0

5000 7 —
14.50 15.00

m/z 43.00 37.72%

29.0 98.0
H\ﬂ‘WMHwMNHM‘HMH”w‘}éﬁgﬂﬁge‘H‘wH‘w‘H\H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl-
57.0

—
14.50 15.00

o

o

5000 m/z 41.00 27.22%
29.0 85.0
SR e B~ .Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59887: Tridecane, 6-methyl- 7 ‘
57.0 14.50 15.00

m/z 55.05 17.53%

5000
290‘ 850

| 1260 ige0

ou_m‘H"_m_HwH‘w‘m‘_m_‘H,w_m_m — —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@51821\
Data File : VN@67131.D

Acqg On : 18 May 2021 16:51
Operator : JC/MD

Sample : M2387-03

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51421W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 3.241 24.7 ug/l 798213 1 7.600 1613200 50.0
Isopropyl Alcohol 4.019 5.5 ug/l 178585 1 7.600 1613200 50.0
Butanal 6.468 5.8 wug/l 186192 1 7.600 1613200 50.0
1-Butanol 8.737 12.6 ug/l 472746 2 8.525 1879230 50.0
Thiophene, tetr... 10.826 5.4 ug/l 225537 3 11.360 2094360 50.0
1-Hexanol, 2-et... 13.428 5.9 wug/l 202316 4 13.301 1724040 50.0
Indene 13.685 6.3 ug/l 219087 4 13.301 1724040 50.0
Undecane, 2,6-d... 14.597 10.9 ug/l 377480 4 13.301 1724040 50.0
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