LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 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\SFAMVTR100721WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@22973.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 16 21 37 rvB3 32111 35251 6.43% 0.776%
2 1.175 37 42 49 rBV 9648 10042 1.83% 0.221%
3 1.304 75 82 100 rVB 82446 89401 16.31% 1.968%
4 1.568 156 164 177 rW 62112 69846 12.74% 1.538%
5 2.108 321 332 345 rBV 111276 162283 29.61% 3.573%
6 2.191 346 358 370 rBV 4419 12031 2.19% 0.265%
7 3.9065 879 891 919 rBV2 33674 134891 24.61% 2.970%
8 4.349 1013 1029 1053 rBvV2 92441 237566 43.34% 5.230%
9 5.050 1231 1247 1280 rBV2 215571 548114 100.00% 12.067%
10 5.619 1413 1424 1445 rBV 156779 324975 59.29% 7.155%
11 6.072 1552 1565 1584 rBV 125948 258176 47.10% 5.684%
12 6.989 1840 1850 1876 rBV 49419 98354 17.94% 2.165%
13 7.317 1941 1952 1970 rBV 247415 438495 80.00% 9.654%
14 7.397 1970 1977 1995 rVB 14363 30161 5.50% 0.664%
15 7.625 2038 2048 2067 rBV3 29767 57327 10.46% 1.262%
16 8.091 2183 2193 2230 rBV 199697 451299 82.34% 9.936%
17  8.249 2234 2242 2261 rVB5 8851 19553 3.57% 0.430%
18 8.854 2419 2430 2451 rBV 241710 405346 73.95%  8.924%
19 9.140 2514 2519 2531 rBV4 4512 7333 1.34% 0.161%
20 9.815 2721 2729 2741 rBV5 4873 8363 1.53% 0.184%
21 10.217 2844 2854 2869 rBvV2 85303 138157 25.21% 3.042%
22 11.149 3133 3144 3154 rBV3 29578 46901 8.56% 1.033%
23 11.252 3165 3176 3196 rBV 238452 375841 68.57% 8.274%
24 11.532 3252 3263 3278 rBvV2 28513 52760 9.63% 1.162%
8.

25 11.625 3281 3292 3308 rVV 251263 388074 70.80%

26 12.345 3505 3516 3540 rBV 88664 141630 25.84% 3.118%

Sum of corrected areas: 4542170

SFAMVTR100721WMA.M Tue Oct 26 17:53:43 2021 1



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance
250000

200000

150000

100000

50000

.108

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\

: VWe22973.D

: 21 Oct 2021 22:49

: SY/MD

: M4265-12

: 25.0mL/MSVOA_V/WATER
. 15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
: TRACE VOA SFAM1.0

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

TIC: VV022973.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
1.108 0.54 ug/L 35251 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 64
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropene 40 C3H4 002781-85-3 10
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropane 42 C3H6 000075-19-4 4

Abundance  Scan 21 (1.108 min): VV022973.D\data.ms (-16) (-) m/z 41.10 100.00%

41.1
5000 A
‘H‘WH‘WH‘W‘HW‘HW
1.101.201.301.401.50
L~ a
Ot e e e e e m/z 39.05 81.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #61: Propene
41.0
5000 /LAM
27. 1.101.201.301.401.50
m/z 42.00 55.80%
Lo
OH\HH\H\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #62: Propene
41.0
‘H‘WH‘WH‘W‘HW‘HW
1.101.201.301.401.50
5000 27.0 m/z 43.10 43.31%
29 180
Ot T e e e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #54: Cyclopropene e R TR
39.0 1.101.201.301.401.50
m/z 44.00 26.64%
5000
0 S EARARARRRRENRRNRN
m/z--> 0 5 1015 20 530 35 40 45 50 55 60 65 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Octanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.149 0.62 ug/L 46901 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 90
5 Octanal 128 C8H160 000124-13-0 86
Abundance Scan 3144 (11.149 min): VV022973.D\data.ms (-3133) (- 43.05 100.00%
43.0 57.1
84.1
5000
i H P 100 1150
obrrrrerrrereereee Ml gt bl el L mjz at.ee 98.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 . ‘/\ ‘m ‘A /\‘ /\‘I\/‘\A‘/'\/\A‘ .
270 11.00 11.50
m/z 57.10 96.22%
‘ 100.0
O H‘HH‘HH‘\H\lHH“\”H‘HH‘H\H’HH‘HH‘HH}HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
A
57.0 11 00 11 50
29.0 84.0
5000 : m/z 56.10 80.33%
1000
0 H_me_m;w Al m“!m A R .24}
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14266: Octanal Emm ULy
43.0 11.00 11.50
m/z 55.10 75.98%
29.0
57.0
5000
84.0
100.0
0 ‘ ‘ ‘ 1ALy ‘H\U H | | 128.0 0 f\/\‘\ Mg

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.532 0.70 ug/L 52760 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
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 78

Abundance Scan 3263 (11.532 min): VV022973.D\data.ms (-3252) (-  m/z 57.10 100.00%

57.1 ‘
5000 jk
83.1 A

| e
H_H‘_H‘_Hw‘mw‘Hu‘muw‘wm‘wH‘MHH,MH‘HH_‘H m/z 41. 10 39.94%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000

o

11.50
83.0 m/z 55.10  33.32%
OH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘\H\‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
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27,0
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0\w\uw\uu\uw\u\_u\_u\_u\_\u_\u_\u,uu‘uu‘u\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl-
57.0 11.50

m/z 56.00 24.31%

5000
41.0
83.0
0
‘ ‘ ‘ 130.0 I ihannn -

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.345 1.88 ug/L 141630 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 90
5 11-Dodecenol 184 C12H240 035289-31-7 27

Abundance Scan 3516 (12.345 min): VV022973.D\data.ms (-3505) (-  m/z 57.10 100.00%

41.1 57.1
5000
82 1 98.1

Wbl s
(R “M Al W TR £ A n/z 41.10  89.06%

m/z--> 20 0 6 100 120 140
Abundance #22961: Nonanal
41.0 57.0

5000
82.0 98.0 12,00 12.50
m/z 43.85 62.04%

L e

O\ 1T ‘2\5‘\ ‘\ T } T \‘\“ ‘ T “\H\ T ‘ T \ \ T ‘ } 1T ‘ L
m/z--> 20 40 80 100 120 140
Abundance #22963. Nonanal

57.0
41.0
1200 1250
5000 m/z 55.00 61.60%
82.0
1140
Ll ‘\ . 1410
OHH‘HH_H “HH‘HH‘H
m/z--> 20 40 0 100 120 140
Abundance #22962: Nonanal
57.0 1200 1250
41.0 m/z 56.10 60.03%
5000
82.0 0
114.0
o“l%P_:WH_‘M Ly 1420
m/z--> 20 40 80 100 120 140 1200 1250
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv102221\
Data File : VV022973.D

Acqg On : 21 Oct 2021 22:49
Operator : SY/MD

Sample : M4265-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR100721WMA.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|
(DEL) Alkane: S... 1.108 0.5 ug/L 35251 1 5.619 324975 5.0
Octanal 11.149 0.6 ug/L 46901 3 11.252 375841 5.0
1-Hexanol, 2-et... 11.532 0.7 ug/L 52760 3 11.252 375841 5.0
Nonanal 12.345 1.9 ug/L 141630 3 11.252 375841 5.0
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