LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX036558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT3.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\624X071423W.M

Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

Signal : TIC: VX@36558.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.385 206 213 231 rBV 1889813 3737532 59.49% 20.557%
2 2.587 234 246 275 rVB 1363736 6282170 100.00% 34.553%
3 4.891 613 624 638 rBV 66226 202014 3.22% 1.111%
4 5,952 788 798 809 rBV 78219 206142  3.28% 1.134%
5 6.757 920 930 945 rBV2 156710 374566 5.96% 2.060%

6 8.646 1234 1240 1248 rBV 338288 516165 8.22% 2
7 10.055 1465 1471 1488 rBV 328647 451568 7.19% 2
8 10.951 1613 1618 1634 rBV 547653 641484 10.21%  3.528%
9 11.079 1634 1639 1651 rVB 283886 355700 5.66% 1
0 12.219 1821 1826 1848 rBV 1896836 2440781 38.85% 13.

11 12.871 1928 1933 1943 rVB 2226082 2612192 41.58% 14.367%
12 14.426 2183 2188 2201 rBV 316587 361012 5.75%  1.986%

Sum of corrected areas: 18181326
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

Abundance TIC: VX036558.D\data.ms
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Abundance TIC: VX036558.D\data.ms
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Abundance TIC: VX036558.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Isopropyl Alcohol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.587 932.93 ug/l 6282170  Bromochloromethane 4.897
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 78
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9
Abundance Scan 246 (2.587 min): VX036558.D\data.ms (-234) (-) m/z 45.05 100.00%
45.0
5000 /\
2.20 2.40 2.60 2.80 3.00
39.1 20 2.40 2.60 2.80 3.
I, 53191 P
O+ e e m/z 43.10 20.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #343: Isopropyl Alcohol
45.0
5000 RN AR R
2.20 2.40 2.60 2.80 3.00
m/z 41.10 8.13%
27.0
0 \‘\\H‘]\-ﬁ.\‘\]\.%"c\)\\\‘\!\1’}\\\’\\33"?\{!} MH‘H\\‘\?%“(\)\H‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcoho
45.0
e
2.20 2.40 2.60 2.80 3.00
5000 m/z 39.10 7.23%
27.0
19.0 | 390‘ 59.0
AN B N 1 O f S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #346: Isopropy! Alcohol REaa e
45.0 2.20 2.40 2.60 2.80 3.00
m/z 42.10 4.94%
5000
om0 7O om0l s
e e REaa e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Hexanoic acid, methyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.951 42.62 ug/l 641484  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 94
2 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 90
3 Hexanoic acid, methyl ester 130 C7H1402 000106-70-7 83
4 Methyl valerate 116 C6H1202 000624-24-8 53
5 Pentanoic acid, 3-methyl-, methy... 130 C7H1402 002177-78-8 50
Abundance Scan 1618 (10.951 min): VX036558.D\data.ms (-1613) (- m/z 74.10 100.00%
74.1
5000 43.0
590 99.2 BLED
“ “ ‘ 11.00
oH_Wm_m_me;“‘wHwﬂ“1“1‘?’“3_1‘?‘?”1”‘ m/z 43.05 44.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15458: Hexanoic acid, methyl ester
74.0
5000 T
43.0 00 99.0 11.00
%9 : m/z 87.10  34.45%
oLas0 20 Ll “\ 1130 131.0
H‘HH‘\H\‘H\I‘HH‘\!!\‘HH‘\H‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15468: Hexanoic acid, methyl ester
74.0
Py
11.00
5000 43.0 m/z 59.05 25.33%
59.0 99.0
oo bbb 1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15469: Hexanoic acid, methyl ester —
74.0 11.00
m/z 99.20 21.30%
5000 43.0
27.0 59.0 99.0
Ot 118.0130.0 1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.219 162.15 ug/1 2440780  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 1826 (12.219 min): VX036558.D\data.ms (-1821) (- m/z 57.15 100.00%
57.1
5000 411 k
‘ 83.2 — ——
‘ ‘ ‘ 98.2 12.00 12.50
112.2
O rreerrer el byt 22 1283 s 4110 38.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 —— ——
41.0 12.00 12.50
270 83.0 m/z 43.15 30.65%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0
—— —
12.00 12.50
5000 m/z 55.20 27 .85%
41.0
9801120
0 L | 130.0
H‘HH‘HH‘H‘WH‘w‘Hw‘uw‘H‘_H‘_H‘_‘HV‘H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl- — —
57.0 12.00 12.50
m/z 70.20  23.34%
5000
43.0
29.0 83.0
98.0
o288 bl A AL 0 e | S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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 Octanoic acid, methyl ester Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.871 173.54 ug/1 2612190  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 95
2 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 90
3 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 90
4 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 87
5 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 83
Abundance Scan 1933 (12.871 min): VX036558.D\data.ms (-1928) (- m/z 74.10 100.00%
74.1
5000
43.1 — ——
H m 1012 12‘7 2 L580 12.50 13.00
om‘m“_m‘Hmuw‘m“,mwm_‘ m/z 87.10  42.74%
miz--> 20 80 100 120 140 160
Abundance #35374. Octanoic acid, methyl ester
74.0
5000 — —
12.50 13.00
55.0 127.0 m/z 43.10 22.73%
101.0
O\\\‘\2?\()\‘\\\‘H‘\\\‘\‘w}\\”‘\\\‘\’\‘\‘\\‘\\]\-5\8‘-\0\
miz--> 20 80 100 120 140 160
Abundance #35371. Octanoic acid, methyl ester
74.0
— —
12.50 13.00
5000 m/z 41.10 20.76%
41.0
0 Al L e
miz--> 20 80 100 120 140 160
Abundance #35358: Octanoic acid, methyl ester — —
74.0 12.50 13.00
m/z 55.10  19.93%
5000
43.0 127.0
15.0 H H\ 10 158.0
m/z--> 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX@36558.D

Acqg On : 14 Jul 2023 15:37

Operator JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
: METHOD 624 VOLATILE ORGANIC ANALYSIS

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Concentration Rank 5

5 Decanoic acid, methyl ester

R.T. EstConc Area Relative to ISTD R.T.
14.426  23.98 ug/l 361012 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 96
2 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 91
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86
4 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 83
5 Nonanoic acid, methyl ester 172 C1eH2002 001731-84-6 83

Abundance Scan 2188 (14.426 min): VX036558.D\data.ms (-2183) (- m/z 74.10 100.00%
74.1
5000
43.0 ‘ \ -
143.2
101.2 14.50
B - M Al 1233 |y 1862 . 5719 50.42%
m/z--> 20 40 80 100 120 140 160 180
Abundance #60746. Decanoic acid, methyl ester
74.0
5000 =T
14.50
43.0 143.0 m/z 43.05 24.79%
1.0
O \\\‘\\\\‘H\ T T \ \‘\ “M T \h“\ T \1‘\2‘]-\(\’\ T ‘ \ T \‘\“ TTT \]-‘8\6\\0\
miz--> 80 100 120 140 160 180
Abundance #60757. Decanoic acid, methyl ester
74.0
- L
14.50
5000 m/z 41.20 23.82%
43.0
143.0
‘ 101.0 ‘ 186.0
0"W‘HH"HJMHMLNW‘HM‘H“M“H‘M_“W‘KH
m/z--> 20 40 80 100 120 140 160 180
Abundance #60759.Decanok:add,nuﬁhyleﬁer =
74.0 14.50
m/z 55.10 21.54%
5000
430 143.0 50
101.0 ‘
oHl?f?w\\wwwmMwml?_mm\ww_tH 1
m/z--> 20 80 100 120 140 160 180 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071523\
Data File : VX036558.D

Acqg On : 14 Jul 2023 15:37
Operator : JC/MD

Sample : 03642-01 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\624X071423W.M
Quant Title : METHOD 624 VOLATILE ORGANIC ANALYSIS

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 2.587 932.9 ug/l 6282170 1 4.897 202014 30.0
Hexanoic acid, ... 10.951 42.6 ug/l 641484 3 10.055 451568 30.0
1-Hexanol, 2-et... 12.219 162.2 ug/l 2440780 3 10.055 451568 30.0
Octanoic acid, ... 12.871 173.5 ug/l 2612190 3 10.055 451568 30.0
Decanoic acid, ... 14.426 24.0 ug/l 361012 3 10.055 451568 30.0
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