LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX111419\
Data File : VX013424.D

Aca On : 14 Nov 2019 15:59

Operator : JC/SP

Sample : K5837-01 5X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: RTEINT3.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\624X111119W.M
Title - METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal > TIC

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

1 2.436 246 254 273 rBV 17296691 33627176 12.76% 10.447%
2 2.698 273 297 301 rBV3 50043069 263546919 100.00% 81.879%
3 3.844 474 485 501 rBV 6674426 17566374 6.67% 5.458%
4 11.001 1654 1659 1667 rBV 2276211 2748624 1.04% 0.854%
5 12.269 1862 1867 1882 rBV 3367492 4384158 1.66% 1.362%

Sum of corrected areas: 321873251
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA X\Data\VX111419\
VX013424.D

14 Nov 2019 15:59

JC/SP

K5837-01 5X

5.0mL/MSVOA X/WATER

16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1I\MSVOA X\METHOD\624X111119W.M
METHOD 624 VOLATILE ORGANIC ANALYSIS

C:\DATABASE\NISTO2.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX111419\
Data File : VX013424.D

Aca On : 14 Nov 2019 15:59

Operator : JC/SP

Sample : K5837-01 5X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\624X111119W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.70 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.70 450.09 ug/l 263547000 Bromochloromethane 5.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 35
2 lIsopropvl Alcohol 60 C3H80 000067-63-0 32
3 Propene 42 C3H6 000115-07-1 12
4 l1sopropvl Alcohol 60 C3H80 000067-63-0 9
5 Propene 42 C3H6 000115-07-1 9

Abundance Scan 297 (2.698 min): VX013424.D (-273) (-) 45.10 100.00%

5000

L

240 2.60 2.80 3.00

0
87 104 122139 166182198214 231246262 280 298 m/z 43.10 99 _59Y%

0!

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #287: Isopropy! Alcohol
45
5000
240 2.60 2.80 3.00
m/z 41.05 60.13%
27
O
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #286: Isopropy! Alcohol
45
R N EmEas e
240 2.60 2.80 3.00
5000 m/z 39.10 48.76%
27
L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55: Propene SR/ NS S G —
4 240 260 280 300

m/z 59.10 37.77%

5000
15

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX111419\
Data File : VX013424.D

Aca On : 14 Nov 2019 15:59

Operator : JC/SP

Sample : K5837-01 5X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\624X111119W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Hexanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

11.00 30.00 ug/1 2748620 Chlorobenzene-d5 10.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 97
2 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 83
3 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 83
4 Hexanoic acid. methyl ester 130 C7H1402 000106-70-7 78
5 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 59

Abundance Scan 1659 (11.001 min): VX013424.D (-1654) (-) m/z 74.10 100.00%
4
5000 43
T | 10160 10,8 1100 1120 1140
A A ,....|,'..1.1.5.1?’9 150166 191209 238255 277294 ' "m/z 43.10 46.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13034: Hexanoic acid, methyl ester
4
5000 43
10.60 10.80 11.00 11.20 11.40
‘ 99 m/z 87.10 32.57%
B T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13032: Hexanoic acid, methyl ester
74
R e RN RS s
10.60 10.80 11.00 11.20 11.40
5000 43 m/z 59.10 22.99%
99
\\ I l’ | 115130
..q”.q”.q”.q.”w.”..”..”q.”..”..”.P”.P.”P.”P.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13021: Hexanoic acid, methyl ester L
74 10.60 10.80 11.00 11.20 11.40
m/z 41.10 20.37%
5000
43
27 ‘ 59 ‘ 99
B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA X\Data\VX111419\
Data File : VX013424.D

Aca On : 14 Nov 2019 15:59

Operator : JC/SP

Sample : K5837-01 5X

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\624X111119W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 47.85 ug/1 4384160 Chlorobenzene-d5 10.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
Abundance Scan 1867 (12.269 min): VX013424.D (-1862) (-) m/z 57.10 100.00%
g7
5000 a1
83
98 12.00 12.20 12.40 12.60
ol 113128145161 193208 236 262 281297 n/z 41.10 37.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13220: 1-Hexanol, 2-ethyl-
g7
5000
4 12.00 12.20 12.40 12.60
83 m/z 43.05 31.28%
18 % 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13212: 1-Hexanol, 2-ethyl-
g7
12.00 12.20 12.40 12.60
5000 a1 m/z 55.05 27 .15%
83
15 H\ UL LT e
m/z--> 25 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #13219: 1-Hexanol, 2-ethyl-
57 12.00 12.20 12.40 12.60
m/z 70.10 23.03%
5000 41
83
98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111419\
Data File : VX013424.D

Acq On : 14 Nov 2019 15:59

Operator : JC/SP

Sample : K5837-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\624X111119W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown2 .70 2.70 450.1 ug/1 263547000 1 5.01 17566400 30.0
Hexanoic acid, me... 11.00 30.0 ug/1 2748620 3 10.11 2748620 30.0

1-Hexanol, 2-ethyl- 12.27 47.9 ug/l 4384160 3 10.11 2748620 30.0
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