LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVTRO20922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@24585.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.121 20 25 34 rVB 9539 9655 2.13% 0.226%
2 1.237 49 61 67 rBv4 4677 10915 2.41% 0.255%
3 1.301 71 81 93 rVB2 89416 118044 26.09% 2.759%
4 1.561 155 162 174 rVB 70977 78985 17.46%  1.846%
5 2.102 320 330 347 rVB 139126 198796 43.94%  4.646%
6 2.285 380 387 397 rVB 14766 21523 4.76% 0.503%
7 3.973 892 912 957 rBV2 24257 124792 27.59% 2.917%
8 4.346 1011 1028 1049 rBV 81725 201260 44.49% 4.704%
9 5.043 1230 1245 1273 rBv2 197364 452386 100.00% 10.573%
10 5.616 1412 1423 1449 rVB 142433 282847 62.52% 6.611%
11 5.908 1503 1514 1525 rVB7 2240 4714 1.04% 0.110%
12 6.069 1543 1564 1584 rBV2 102184 215171 47.56% 5.029%
13 6.597 1717 1728 1738 rBv4 3218 6228 1.38% 0.146%
14 6.986 1835 1849 1869 rBV 54227 100444 22.20%  2.348%
15 7.314 1939 1951 1969 rBV 230836 403160 89.12% 9.423%
16 7.394 1969 1976 1988 rVB3 5032 9602 2.12% 0.224%
17 7.622 2038 2047 2067 rBV 29797 54084 11.96% 1.264%
18 8.098 2186 2195 2238 rBV 168434 374287 82.74%  8.748%
19 8.850 2418 2429 2452 rBV 223436 365101 80.71% 8.533%
20 9.101 2498 2507 2517 rVB2 8747 12665 2.80% 0.296%
21  9.230 2536 2547 2567 rBV6 2093 5824 1.29% 0.136%
22 9.391 2589 2597 2604 rBV2 5212 8355 1.85% 0.195%
23 9.715 2692 2698 2716 rVB7 2122 4572 1.01% 0.107%
24 10.146 2822 2832 2843 rVB7 3546 6111 1.35% 0.143%
25 10.217 2843 2854 2868 rVB 64762 100280 22.17%  2.344%
26 10.346 2881 2894 2904 rBV5 3536 7652 1.69% 0.179%
27 10.432 2912 2921 2934 rBV 6582 11429 2.53% 0.267%
28 10.510 2939 2945 2962 rVBS8 3239 6899 1.53% 0.161%
29 11.153 3135 3145 3155 rBVS5S 5110 9151 2.02% 0.214%
30 11.246 3164 3174 3198 rVB 245624 381695 84.37% 8.921%
31 11.532 3251 3263 3280 rBV 32515 65720 14.53% 1.536%
32 11.622 3281 3291 3311 rVB 200558 317425 70.17% 7.419%
33 12.342 3503 3515 3529 rBV3 32225 52079 11.51% 1.217%
34 13.066 3734 3740 3748 rVB4 3764 5373 1.19% 0.126%
35 13.435 3845 3855 3865 rBV6 3426 5771 1.28% 0.135%
36 13.632 3904 3916 3928 rBV2 32112 48600 10.74% 1.136%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 : © Peak Location: TOP

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

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.M
Title : TRACE VOA SFAM1.0
37 13.751 3945 3953 3962 rVB3 7297 10723 2.37% ©0.251%
38 14.101 4053 4062 4073 rVB1o 3356 6165 1.36% 0.144%
39 14.442 4158 4168 4175 rBV6 3331 6155 1.36% 0.144%
40 15.111 4368 4376 4386 rVB6 9548 14551  3.22%  ©0.340%
41 15.561 4508 4516 4524 rVB4 12849 17769  3.93% 0.415%
42 16.181 4702 4709 4716 rBV7 7380 10760 2.38% 0.251%

43 16.310 4737 4749 4761 rBV2 89385 130804 28.91% 3.057%

Sum of corrected areas: 4278522
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Feb 2022 21:56

: SY/MD

: N1475-04

: 25.0mL/MSVOA_V/WATER
. 18

LSC Report - Integrated Chromatogram

¢ Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve21022\

VVv024585.D

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20922WMA .M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.532 0.86 ug/L 65720 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
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 3263 (11.532 min): VV024585.D\data.ms (-3251) (-  m/z 57.10 100.00%
57.1

5000
83.1 O s
11.50
112.1
bl e 2089 s 41,00 37.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
29.0 1150
83.0 m/z 42.95 29.38%
LT
O\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl-
519 M
1150
5000 ITI/Z 55.10 28.75%
29.0 83.0
) L sz
S Y K N
m/z--> 20 40 60 80 100 120 140 160 180 200 Aq
Abundance #15694: 1-Hexanol, 2-ethyl- Lo | e e
57.0 11.50
m/z 70.00 23.31%
5000
83.0
]
S T M
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Nonanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.342 0.68 ug/L 52079 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 27
Abundance Scan 3515 (12.342 min): VV024585.D\data.ms (-3503) (-  m/z 57.00 100.00%
57.0
41.0
5000
82.0 e R
H ‘ 114.0 12.00 12.50
o‘m‘mn}“”” W‘HH_HW:HWH m/z 41.00 80.18%
m/z--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 B X
82.0 098.0 12.00 12.50
m/z 43.00 61.83%
L e
0\\\\‘2\5‘\‘\\}\\‘\“ ‘\“\H\\‘\\\\‘}\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #22962: Nonana
57.0
41.0 W\ — \”/\T/w\v
12.00 12.50
5000 m/z 56.00 59.82%
82.0
114.0
RS S
miz--> 20 40 60 8 100 120 140
Abundance #22960: Nonanal L TRAN . R
41.0 57.0 12.00 12.50
m/z 55.00 53.26%
5000
82.0
ozse LI I ‘H 40 a0
m/z--> 20 40 6 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.632 0.64 ug/L 48600 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Pyran-4-one, 5-(acetyloxy)-2-... 226 C10H1006 026209-93-8 27
2 1,2,4-0Oxadiazole-3-carboximidami... 142 C4H6N402 162969-65-5 22
3 3-n-Propyl-5-methylhexan-2-one 156 C10H200 1000202-22-8 22
4 3(2H)-Furanone, 4-methoxy-2,5-di... 142 C7H1003 004077-47-8 18
5 4-(7-Methoxy-3,3,7-trimethyl-oxe... 240 C14H2403 107675-07-0 16
Abundance Scan 3916 (13.632 min): VV024585.D\data.ms (-3904) (- m/z 42.95 100.00%
43.0
5000 100.0 1421
L R
67.0 2070 1350 14.00
0 e m/Z 100.00  39.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106020: 4H-Pyran-4-one, 5-(acetyloxy)-2-((acetyloxy)me
43.0
184.0
5000 — ——
142.0 13.50 14.00
113.0 m/z 142.05 38.90%
67.0
0 \\\‘\\\\‘h\\\‘\‘\‘}‘\\‘\‘\\w‘\\\‘\‘\‘\\\‘“\\\\‘\\\\‘\‘\\\‘\\\\2%6\.\9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22238: 1,2,4-Oxadiazole-3-carboximidamide, N'-hydroxy
43.0
—— —
13.50 14.00
5000 m/z 113.00 31.29%
700 142.0
100.0
Obrrrreres ‘:“J‘_Mm‘m!H‘:‘_HwH_ww,w,w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32941: 3-n-Propyl-5-methylhexan-2-one —— ——
43.0 71.0 13.50 14.00
m/z 98.00 23.95%
5000
100.0
15.0 ‘
e N OO SRS B | B—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR020922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 5 Butylated Hydroxytoluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.310 1.71 ug/L 130804 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Butylated Hydroxytoluene 220 C15H240 000128-37-0 97
5 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 94
Abundance Scan 4749 (16.310 min): VV024585.D\data.ms (-4737) (- m/z 205.20 100.00%
205.2
5000
‘ 1050 1451 ‘ 16.00 1650
— w“ TR “‘ FIE. L. b 2L myz 220200 23.17%
m/z--> 20 40 60 80 100 120140 160 180200220240260280
Abundance #99219: Butylated Hydroxytoluene
205.0
5000 Ll
16.00 16.50
57.0 m/z 57.10  22.58%
105.0 14‘5 0 ‘
O \H‘Z\()\“\H\’\‘\HM“\\‘\‘\‘\‘\\‘N“\N“\‘h\\‘H’\H%’\()\H‘ ‘\H“HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99214: Butylated Hydroxytoluene
205.0
A’?”\A“\ b A
16.00 16.50
5000 m/z 206.20 15.45%
57.0
1050 1450 ‘
m/z--> 20 40 60 80 100 120 140 160180200220240260280
Abundance #99218: Butylated Hydroxytoluene “ —
205.0 16.00 16.50
m/z 145.05 15.37%
5000
570 o050 145 0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv021022\
Data File : VV024585.D

Acqg On : 10 Feb 2022 21:56
Operator : SY/MD

Sample : N1475-04

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO20922WMA.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|
1-Hexanol, 2-et... 11.532 0.9 ug/L 65720 3 11.249 381695 5.0
Nonanal 12.342 0.7 ug/L 52079 3 11.249 381695 5.0
unknown-01 13.632 0.6 ug/L 48600 3 11.249 381695 5.0
Butylated Hydro... 16.310 1.7 wug/L 130804 3 11.249 381695 5.0
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