LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\

Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
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 N\METHODS\624N101119W.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 3.793 605 628 677 rBY 4239185 12710451 10.78% 8.277%
2 4.114 683 728 772 rBVY 21308850 117933800 100.00% 76.801%
3 4.307 775 788 847 rVB 749050 2201559 1.87% 1.434%
4 8.149 1964 1983 2013 rBVY 4428058 10057514 8.53% 6.550%
5 10.085 2572 2585 2601 rBV 755032 1377834 1.17% 0.897%

12.188 3228 3239 3251 rBVY 985182 1513725 1.28% 0.986%
2177067 3441513 2.92% 2.241%
14.114 3826 3838 3862 rBVY 3027318 4320394 3.66% 2.814%
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Sum of corrected areas: 153556790
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\

Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N101119W._M
METHOD 624 VOLATILE ORGANIC ANALYSIS

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

Abundance TIC: VN058680.D
2e+07 it

1.5e+07

1e+07

5000000 3.79

4.31

e e

Time--> 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 520 540 560 5.80 6.00
Abundance TIC: VN058680.D

2e+07

1.5e+07

1e+07

5000000 8.15

10.09
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Time--> 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60 7.80 8.00 820 840 860 8.80 9.00 9.20 9.40 9.60 9.80 10.00 10.20 10.40
Abundance TIC: VN058680.D

2e+07

1.5e+07

1e+07

5000000

14.11
13.45

12.19

o
Time--> 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20 12.40 12.60 12.80 13.00 13.20 13.40 13.60 13.80 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\
Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N101119W._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 unknown4.11 Concentration Rank 1

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

4.11 351.78 ug/Il 117934000 Bromochloromethane 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 27
2 lIsopropvl Alcohol 60 C3H80 000067-63-0 9
3 Propene 42 C3H6 000115-07-1 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 7

Abundance Scan 727 (4.111 min): VN058680.D (-683) (-) m/z 45.15 100.00%

5000 59 ﬂ\

o 3.80 400 420 440
ol 87205 207 "m/z 43.15  70.39%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #287: Isopropy! Alcohol
45
5000

3.80 4.00 4.20 4.40
m/z 41.20 56.53%

15I2|7I| |I|| 5|9
G L T I S L S B S B B S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
45

3.80 4.00 4.20 4.40
5000 m/z 39.05 52 .95%

27
15 59
O e T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance :

#55: Propene e B Emmmmm
41 3.80 4.00 4.20 4.40

m/z 59.05 49_23%

5000 97
1 15 |
0 )

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\
Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N101119W._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 4
R.T. EstConc Area Relative to ISTD R.T.
12.19 30.00 ug/1 1513730 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 83
2 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 80
3 Pentanoic acid. methvl ester 116 C6H1202 000624-24-8 53
4 Hexanoic acid. methvl ester 130 C7H1402 000106-70-7 52
5 Pentanoic acid, 3-methyl-, methy... 130 C7H1402 002177-78-8 50
Abundance Scan 3240 (12.191 min): VN058680.D (-3228) (-) m/z 74.00 100.00%
!
5000 43
| Pg 11150 1960 130 1540 1960
ol Al L basa0ae s asaenaey  LRRXZRRRIE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13032: Hexanoic acid, methyl ester
74
5000 43 NN SR SN B
11.80 12.00 12.20 12.40 12.60
27 59 99 m/z 87.00 31.92%
ol 115130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
11,80 12.00 12.20 12.40 12.60
5000 m/z 59.00 24 .26%
43
1529 59 %
0 115130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7931: Pentanoic acid, methy! ester ma e RRREEEE Rem
74 11.80 12.00 12.20 12.40 12.60
m/z 41.05 21.77%
5000 57
43
29
0 15 M H 88102116
m/z--> 25 46 60 80 160 120 140 160 180 200 220 240 260 280 11,80 12.00 12.20 12.40 12.60

624N101119W.M Fri Oct 11 15:54:40 2019 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\

Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N101119W._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 3
R.T. EstConc Area Relative to ISTD R.T.
13.45 68.21 ug/1 3441510 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 56
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 3632 (13.451 min): VN058680.D (-3621) (-) m/z 57.10 100.00%
57
5000 41 /\\
83 e
98 1320 13.40 13.60 13.80
ol 112128 191207 232 260 282 /7 41.05 40 . 59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13220: 1-Hexanol, 2-ethyl-
57
5000 LI LN UL SULBUSE I
43 1320 13.40 13.60 13.80
83 m/z 43.05 32.04%
2 9811
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
e a0 v e
5000 a1 m/z 55.05  29.34%
27 83
ol 13 98112
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13219: 1-Hexanol, 2-ethyl- R e L
57 1320 13.40 13.60 13.80

m/z 70.10 22.61%

5000 41
83
2
J ‘d‘k 8112
0..w”.w”.,””,””,””,””,””,””..”..”..”..”“.”“”

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN101119\

Data File : VN058680.D

Aca On - 10 Oct 2019 21:30

Operator : JC/SP

Sample - K5301-01 5X :
Misc - 5_.00mL/MSVOA N/WATER 2R T A
ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\624N101119W._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 4 Octanoic acid, methyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.11 85.62 ug/1 4320390 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 90
2 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 83
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 78
4 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 78
5 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 72
Abundance Scan 3837 (14.111 min): VN058680.D (-3826) (-) m/z 74.00 100.00%
74
5000 87
9 A PN B UL B
101 127 13.80 14.00 14.20 14.40
0 ...,....5'|...[rﬂ,..'..,.:. b b A 198 177193207 232 280 "m/z 87.00 41.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28782: Octanoic acid, methyl ester
74
5000 U AU B BN B
a1 87 13.80 14.00 14.20 14.40
57 m/z 43.05 26.19%
o JJ 101 17 14315
m/z--> 25 40 éo 85 100 120 140 160 180 200 220 240 260
Abundance
74
13.80 14.00 14.20 14.40
5000 87 m/z 41.05 23.12%
43
57 127
. 15 29 101 143158
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37236: Nonanoic acid, methyl ester e R
74 13.80 14.00 14.20 14.40

m/z 55.00 21.60%

5000 87 A‘
9 141
0 \ ‘ ‘ F o 1(\)1 115 [ 172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13. 80 14. 00 14. 20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN101119\
Data File : VN058680.D

Acq On : 10 Oct 2019 21:30

Operator : JC/SP

Sample : K5301-01 5X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 16 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\624N101119W_M
METHOD 624 VOLATILE ORGANIC ANALYSIS

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .11 4.11 351.8 ug/l 117934000 1 7.18 10057500 30.0
Hexanoic acid, me... 12.19 30.0 ug/1 1513730 3 11.41 1513730 30.0
1-Hexanol, 2-ethyl- 13.45 68.2 ug/1 3441510 3 11.41 1513730 30.0
Octanoic acid, me... 14_.11 85.6 ug/l 4320390 3 11.41 1513730 30.0
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