LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acg On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

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

Method > Z:\voasrv\HPCHEM1\MSVOA V\Method\SFAMVTR091024WMA .M
Title : TRACE VOA SFAM1.0
Signal : TIC: VW037360.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 1.307 67 83 95 rBv2 332329 404636 3.23% 1.163%
2 1.471 125 134 152 rBV 677446 1076978 8.59%  3.097%
3 1.577 161 167 192 rVB3 185187 333578 2.66% 0.959%
4 1.802 229 237 243 rBV 102635 181108 1.44% 0.521%
5 2.102 321 330 342 rBV3 432889 743773 5.93% 2.139%
6 3.172 653 663 677 rVB 150612 315058 2.51%  0-.906%
7 3.886 867 885 897 rBV 1565413 4125781 32.90% 11.863%
8 4.995 1219 1230 1249 rVB2 466438 1016885 8.11% 2.924%
9 5.545 1391 1401 1422 rVB 347579 672142 5.36%  1.933%
10 5.738 1452 1461 1473 rBV 76368 154800 1.23%  0.445%
11 5.818 1475 1486 1497 rBV 715024 1325306 10.57% 3.811%
12 6.130 1575 1583 1608 rVB2 1121908 2762317 22.03% 7.943%
13 6.558 1700 1716 1774 rVB2 5056033 12540420 100.00% 36.058%
14 6.912 1819 1826 1835 rBvV2 216123 293936 2.34%  0.845%
15 7.285 1934 1942 1950 rBV 561851 1004495 8.01% 2.888%
16 8.011 2161 2168 2177 rBV 535133 796290 6.35%  2.290%
17 8.072 2179 2187 2211 rVB 562655 1060606 8.46%  3.050%
18 8.275 2243 2250 2259 rBV 337642 529466  4.22%  1.522%
19 10.156 2828 2835 2847 rVB 199048 315371 2.51% 0.907%
20 10.789 3023 3032 3051 rBV 623756 917553  7.32% 2.638%
21 11.182 3145 3154 3164 rBV 615200 965853  7.70% < 2.777%
22 11.471 3234 3244 3260 rBY 802180 1253825 10.00% 3.605%
23 11.555 3262 3270 3288 rVB 495644 776555 < 6.19%  2.233%
24 12.172 3454 3462 3470 rBV 369105 535016 4.27% 1.538%
25 12.220 3470 3477 3491 rVB 461826 676333 5.39%  1.945%
Sum of corrected areas: 34778081
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VWV091824\
: W037360.D

: 19 Sep 2024 02:43

: SY/MD

: P3986-04

: 25mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

d :
: TRACE VOA SFAM1.0

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

Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M

Abundance
5000000

4000000

3000000

2000000

1000000

1.471 2102

1.307

5771 802

3.172

TIC: VV037360.D\data.ms

3.88

4.995

5.545

6.130

5.818

5.7

6.5

0
Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
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5000000

4000000

3000000
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1000000

TIC: VV037360.D\data.ms

Time-->

0

——
9.00

——
9.50

——
10.00

—
10.50

11.00

11.50

7.285 11.471
880725 575 10.789  11.182
6.912 555
- 10.1LJ\
‘ —— —— —— — == —————
7.00 7.50 8.00 8.50

12.00

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: VV037360.D\data.ms

Time-->

T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Methanethiol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.471 8.01 ug/L 1076980 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 83
3 Hydroxylamine, O-methyl- 47 CHS5NO 000067-62-9 7
4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5
Abundance Scan 134 (1.471 min): VV037360.D\data.ms (-125) (-) m/z 47.00 100.00%
47.0
5000 k
i S AR SR S
63.9 1.20 1.40 1.60 1.80
obr el 257 817 72 1504 /7 47.95  83.56%
m/z--> 20 40 60 80 100 120 140
Abundance #126: Methanethiol
47.0
5000 LI L B B N BN
1.20 1.40 1.60 1.80
m/z 45.00 54.22%
15.0
O\\\“‘\‘\\U\‘Hh\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #127: Methanethiol
47.0
e T
1.20 1.40 1.60 1.80
5000 m/z 46.00 13.20%
14.0 H H
oA Al e e e e
miz--> 200 40 60 80 100 120 140
Abundance #122: Hydroxylamine, O-methyl- I R R e R
47.0 1.20 1.40 1.60 1.80
m/z 44.00 7.56%
5000 29, L
o"““JL“U"““H““““““““““ N
m/z--> 20 40 60 80 100 120 140 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Methyl isobutyrate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
5.738 1.15 ug/L 154800 1,4-Difluorobenzene 5.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Methyl isobutyrate
2 Methyl isobutyrate
3 Methyl isobutyrate
4 Methyl isobutyrate
5 Butyric acid hydrazide

102 C5H1002
102 C5H1002
102 C5H1002
102 C5H1002
102 C4H10N20

000547-63-7 58
000547-63-7 53
000547-63-7 53
000547-63-7 49
003538-65-6 35

Abundance Scan 1461 (5.738 min): VV037360.D\data.ms (-1452) (-) m/z 43.00 100.00%
43.0
5000 87.0 A/J\
T
| 1273 1769 2200 28 >405:60 580 6.99
ol bl j | [ 1273 1769 2200 2811 .. 70,95  53.16%
miz-> 50 100 150 200 250
Abundance #4787: Methyl isobutyrate
43.0
5000 \\‘\\\\‘\\A’\\\\‘\\\\‘
5.40 5.60 5.80 6.00
87.0 m/z 41.00 46.27%
O \“\ “\ ‘f“ ‘ “f‘ \“ T ‘\ “ T T T T T T T T ’ T T T T T T T T
miz--> 50 100 150 200 250
Abundance #4790: Methyl isobutyrate
43.0
RN e ARARRE
5.40 5.60 5.80 6.00
5000 m/z 87.00 39.07%
87.0
miz--> 50 100 150 200 250
Abundance #4788: Methyl isobutyrate e R TR
43.0 5.40 5.60 5.80 6.00
m/z 59.00 35.72%
5000
“810
m/z--> 50 100 150 200 250 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\

Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M

Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 2-Pentanone

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.130 20.55 ug/L 2762320 1,4-Difluorobenzene 5.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual

-Pentanone 86 C5H100
-Pentanone 86 C5H100
-Pentanone 86 C5H100
utanone, 3-methyl- 86 C5H100

abdwWwN -
I—‘I\JI\JI\)I\J
mm'U'U'U

utanol 2-methylene-, acetate 128 C7H1202

000107-87-9 90
000107-87-9 86
000107-87-9 86
000563-80-4 64
055670-09-2 9

Abundance Scan 1583 (6.130 min): VV037360.D\data.ms (-1575) (-)| m/z 43.00 100.00%
86.1 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.80 6.00 6.20 6.40
ol | | 1286 16641973 24532786 ./, g86.10 25.50%
miz-> 50 100 150 200 250 300
Abundance #1922: 2-Pentanone
43.0
5000 L N R RN R R
5.80 6.00 6.20 6.40
86.0 m/z 71.05 12.46%
0 \‘\“\ ‘\““‘\ \‘\‘\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #1923: 2-Pentanone
43.0
A e
5.80 6.00 6.20 6.40
5000 m/z 41.00 9.70%
86.0
bbb bt b
miz--> 50 100 150 200 250 300
Abundance #1918: 2-Pentanone S RRmma e e S
43.0 5.80 6.00 6.20 6.40
m/z 58.00 8.95%
5000
86.0
m/z--> 50 100 150 200 250 300 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Acetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.558 93.29 ug/L 12540400 1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 87
2 Acetic acid 60 C2H402 000064-19-7 86
3 Acetic acid 60 C2H402 000064-19-7 86
4 Acetic acid 60 C2H402 000064-19-7 78
5 Acetic acid 60 C2H402 000064-19-7 78
Abundance Scan 1716 (6.558 min): VV037360.D\data.ms (-1700) (-) m/z 43.00 100.00%
43.0
5000 /L//L
R RERE=EEE
74.0 ) 6.20 6.40 6.60 6.80
ol 17y 1050136.0 171.1 206.8 251.9 286 /7 45.00 91.14%
m/z--> 50 100 150 200 250
Abundance #303: Acetic acid
43.0
5000 RN R
6.20 6.40 6.60 6.80
m/z 60.00 61.42%
01?"‘.(\) ‘\‘ \‘ ‘ \‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #302: Acetic acid
43.0
R BRRARRERE
6.20 6.40 6.60 6.80
5000 m/z 42.00 16.02%
13.0 ‘
L
miz--> 50 100 150 200 250
Abundance #301: Acetic acid T
43.0 6.20 6.40 6.60 6.80
m/z 44.00 6.86%
B \JL
13.0
0 ﬁ‘ L J“ ———— SRR
m/z--> 50 100 150 200 250 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Propanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.912 2.19 ug/L 293936  1,4-Difluorobenzene 5.545

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propanoic acid 74 C3H602 000079-09-4 87
2 Propanoic acid 74 C3H602 000079-09-4 83
3 Propanoic acid 74 C3H602 000079-09-4 52
4 Propanoic acid 74 C3H602 000079-09-4 52
5 Propanoic acid 74 C3H602 000079-09-4 50
Abundance Scan 1826 (6.912 min): VV037360.D\data.ms (-1819) (-) m/z 74.00 100.00%
450 74.0
5000 J\M
R ERRABERRESESaS
H‘ 6.60 6.80 7.00 7.20
Ol L 119.8148.11781207.1  281¢ ' ns; 4500 95.85H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #933: Propanoic acid
28.0 74.0
5000 L L R B R B
6.60 6.80 7.00 7.20
m/z 73.00 65.55%
Om
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #934: Propanoic acid
28.0
R e
0 6.60 6.80 7.00 7.20
5000 Lt m/z 57.00 37.99%
OTﬁMﬁm \V/\\\NMJAMWAWAWNMW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #935: Propanoic acid R
28.0 6.60 6.80 7.00 7.20
74.0 m/z 43.00 30.17%
5000 //L\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 7 Butanoic acid, ethyl ester Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.011 7.52 ug/L 796290 Chlorobenzene-d5 8.799

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 97
2 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 86
3 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 83
4 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 81
5 Butanoic acid, ethyl ester 116 C6H1202 000105-54-4 49
Abundance Scan 2168 (8.011 min): VV037360.D\data.ms (-2161) (-) m/z 71.00 100.00%
71.0
43.0
5000
REEE AR mERRNT
\u ‘ ‘ ‘101.0 7.60 7.80 8.00 8.20 8.40
O bl |l L L 20702850 s 43,00 80.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9237: Butanoic acid, ethyl ester
43.0 71.0
5000 | BN AL B R
7.60 7.80 8.00 8.20 8.40
m/z 88.00 54.43%
15\'0\\ ! “ M‘ ‘10\1.0\
O\\H‘\\‘\\i\\\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9244: Butanoic acid, ethyl ester
43.0 71.0
R ERRRLEESSESEEEES
7.60 7.80 8.00 8.20 8.40
5000 m/z 41.00 29.07%
o) | || e
ot -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9240: Butanoic acid, ethyl ester S ARRmwmsacEE
43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 60.00 23.54%
5000 J
P I e L ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Acetic acid, butyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.275 5.00 ug/L 529466  Chlorobenzene-d5 8.799

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 78
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 72
4 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
5 Isobutyl acetate 116 C6H1202 000110-19-0 39
Abundance Scan 2250 (8.275 min): VV037360.D\data.ms (-2243) (-) m/z 43.00 100.00%
3.0
5000 M
73.0 DL
‘ ‘ ‘ c 8.00 8.20 8.40 8.60
bl b L A0LL 1327 181220712345 n/z 56.00 41.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9201: Acetic acid, butyl ester
43.0
5000 L L B L R R
8.00 8.20 8.40 8.60
73.0 m/z 73.00 19.88%
15.0 ‘ ‘ ‘
O\\Mfm\M\ﬂ”u\w\}?%gwM\H‘H\W\H\M\H’H\W\H\W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9207: Acetic acid, butyl ester
43.0
T
8.00 8.20 8.40 8.60
5000 m/z 41.00 17.01%
73.0
0 :‘1‘5“"0“\“w“m“““m“_‘]rp‘l"‘ou‘HH_Hwuu_m,uu,uu,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9208: Acetic acid, butyl ester e AEEREEREEES T
43.0 8.00 8.20 8.40 8.60
m/z 61.00 14.51%
5000
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 9 Butanoic acid, butyl ester Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.789 4.75 ug/L 917553 1,4-Dichlorobenzene-d4 11.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
3 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
4 Butanoic acid, octyl ester 200 C12H2402 000110-39-4 72
5 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
Abundance Scan 3032 (10.789 min): VV037360.D\data.ms (-3023) (| m/z 71.00 100.00%
71.0
5000 430 J\\
—r— —
‘ ‘ 01.0 10.50 11.00
Ol prretbrdl L 143820692330 sy 89 00 56.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24129: Butanoic acid, butyl ester
71.0
43.0
5000 —r— ——
10.50 11.00
m/z 43.00 51.61%
O\]\-\5\-’0\‘1‘\\“‘1\\‘\HH”\‘\}‘]\-(\)“]_\.\o\\‘H\\‘H\\‘H\\‘H\\‘\H\‘\H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24131: Butanoic acid, butyl ester
71.0
P e
43.0 10.50 11.00
5000 m/z 56.00 48.50%
15.0 ‘ ‘ ‘ 101.0
0‘HMNM&MHH‘ﬂw‘MWMHW‘HW‘HW‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24132: Butanoic acid, butyl ester — = =
71.0 10.50 11.00
m/z 41.00 36.58%
43.0
5000
ol80, LI M 140 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.471 6.49 ug/L 1253830 1,4-Dichlorobenzene-d4 11.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
Abundance Scan 3244 (11.471 min): VV037360.D\data.ms (-3234) (] ' m/z 57.00 100.00%
57.0
5000 K
83.0 R
11.50
Obrerprrelbth byl 42121 1808 2178 4100 37.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 T
11.50
29.0 83.0 m/z 43.00 32.22%
\M ‘ \‘ L | 112.0
O\\\\‘\\\\‘H\\\“\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
e
11.50
5000 m/z 55.00 30.38%
29.0
83.0
“\\ ‘ \‘ h | 112.0
O b predbp e b e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15692: 1-Hexanol, 2-ethyl- T
57.0 11.50
m/z 56.00 22.61%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 2-Nonanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.172 2.77 ug/L 535016 1,4-Dichlorobenzene-d4 11.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 94
2 2-Nonanone 142 C9H180 000821-55-6 91
3 2-Dodecanone 184 C12H240 006175-49-1 78
4 2,4(3H,5H)-Furandione, 5-hexyl-5... 198 C11H1803 054852-79-8 64
5 2-Undecanone 170 C11H220 000112-12-9 64

Abundance Scan 3462 (12.172 min): VV037360.D\data.ms (-3454) (- m/z 58.00 100.00%
.0

58
5000

—— —
12.00 12.50
142.0
Ol gl 220 TICT 2089 266%  n/; 4300 93.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22979: 2-Nonanone
58.0
5000 — —
12.00 12.50

m/z 71.00 24.60%

29.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22980: 2-Nonanone
58.0

e =
12.00 12.50

o

5000 m/z 59.00 23.39%
29.0 142.0
H I \\\99'0 |
Ottt et e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #58891: 2-Dodecanone P s
58.0 12.00 12.50

m/z 57.00 21.61%

5000
29.0
|l 9601260 184.0

O et et e T T
m/z--> 20 40 60 80 100120140160 180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV091824\
Data File : VV037360.D

Acq On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 12 2-Nonanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.220 3.50 ug/L 676333  1,4-Dichlorobenzene-d4 11.182
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Nonanol 144 C9H200 000628-99-9 90
2 2-Nonanol 144 C9H200 000628-99-9 90
3 2-Nonanol 144 C9H200 000628-99-9 83
4 2-Undecanol 172 C11H240 001653-30-1 78
5 2-Decanol 158 C10H220 001120-06-5 78
Abundance Scan 3477 (12.220 min): VV037360.D\data.ms (-3470) (- m/z 45.00 100.00%
5000 JL/
69.0 — i
98.1 12.00 12.50
126.1
ouﬂ ‘“‘u“wm‘wm_m‘???‘l‘”‘ m/z 43.00 22.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24378: 2-Nonano
45.0
5000 — —
12.00 12.50
69.0 m/z 69.00 21.70%
0 27\\0 ‘h I 9% 0 129 0
\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #24369: 2-Nonano
45.0
o —
12.00 12.50
5000 m/z 55.00 19.80%
69.0
0 27\\0 . ‘H ‘h m 98\ 0 129.0
P “w““,“u,“““H“““‘H‘
miz--> 20 40 80 100 120 140 160
Abundance #24375:2—N0nano| T 7
45.0 12.00 12.50
m/z 41.00 19.67%
5000
27.0 69.0
0 W\m Loh, %80 10 E——
m/z--> 40 60 80 100 120 140 160 12.00 12.50

SFAMVTR091024WMA .M Mon Sep 23 00:44:12 2024 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ V\DATA\VV091824\
Data File : VV037360.D

Acg On : 19 Sep 2024 02:43
Operator : SY/MD

Sample : P3986-04

Misc : 25mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTR091024WMA .M
Quant Title : TRACE VOA SFAM1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]|
Methanethiol 1.471 8.0 wug/L 1076980 1 5.545 672142 5.0
Methyl isobutyrate 5.738 1.1 ug/L 154800 1 5.545 672142 5.0
2-Pentanone 6.130 20.6 ug/L 2762320 1 5.545 672142 5.0
Acetic acid 6.558 93.3 wug/L 12540400 1 5.545 672142 5.0
Propanoic acid 6.912 2.2 ug/L 293936 1 5.545 672142 5.0
Butanoic acid, ... 8.011 7.5 ug/L 796290 2 8.799 529466 5.0
Acetic acid, bu... 8.275 5.0 ug/L 529466 2 8.799 529466 5.0
Butanoic acid, ... 10.789 4.8 ug/L 917553 3 11.182 965853 5.0
1-Hexanol, 2-et... 11.471 6.5 wug/L 1253830 3 11.182 965853 5.0
2-Nonanone 12.172 2.8 ug/L 535016 3 11.182 965853 5.0
2-Nonanol 12.220 3.5 ug/L 676333 3 11.182 965853 5.0
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