LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample : N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 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\SFAMVTRO60822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV026082.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.320 79 87 98 rVB 62217 66293 3.08% 0.908%
2 1.584 161 169 182 rVB 70967 82720 3.84% 1.133%
3 2.124 326 337 352 rVB 117070 175864 8.17% 2.409%
4 3,195 654 670 685 rBvV2 15899 34404 1.60% 0.471%
5 3.921 886 896 926 rBV 33407 129188 6.00% 1.770%
6 4.362 1018 1033 1054 rBV 101819 246911 11.48% 3.382%
7 5.056 1234 1249 1276 rBV3 192924 490589 22.80% 6.720%
8 5.625 1412 1426 1452 rBV 184581 383074 17.80% 5.248%
9 5.918 1503 1517 1551 rBV 1101955 2151724 100.00% 29.476%
10 6.075 1554 1566 1594 rVB 125784 264498 12.29% 3.623%
11 6.995 1839 1852 1873 rBV 40822 80637 3.75% 1.105%
12 7.320 1941 1953 1973 rBV 200233 357611 16.62% 4.899%
13 7.629 2040 2049 2062 rBvV2 22703 41848 1.94% 0.573%
14  7.979 2148 2158 2178 rVB2 65086 119393 5.55% 1.636%
15 8.091 2182 2193 2219 rBV2 190757 510721 23.74% 6.996%
16 8.381 2271 2283 2294 rBV6 22367 48839 2.27% 0.669%
17 8.513 2307 2324 2340 rBV6 29849 76877 3.57% 1.053%
18 8.799 2401 2413 2421 rBV4 32429 62416 2.90%  ©0.855%
19 8.854 2421 2430 2451 rVB 315185 516100 23.99% 7.070%
20 10.008 2774 2789 2808 rBV 61879 111602 5.19% 1.529%
21 10.217 2844 2854 2871 rVB 91836 151453 7.04% 2.975%
22 10.407 2897 2913 2926 rBV4 17036 35483 1.65% 0.486%
23 10.857 3041 3053 3067 rBV 40554 68678 3.19% 0.941%
24 10.950 3073 3082 3089 rBV 17438 26111 1.21% ©.358%
25 11.098 3115 3128 3153 rBV3 70400 150175 6.98% 2.057%

26 11.249 3163 3175 3186 rBV 291788 464040 21.57%
27 11.622 3280 3291 3305 rBV 230024 364487 16.94%

(ORI )
Xe]
O
w
R

28 12.082 3425 3434 3446 rBV 38587 57641 2.68% 790%
29 16.178 4696 4708 4719 rBV5 20395 30565 1.42% 419%
Sum of corrected areas: 7299942
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample : N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV026082.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample : N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.513 0.74 ug/L 76877  Chlorobenzene-d5 8.854

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonene, (E)- 126 C9H18 006434-78-2 50
2 2-Nonene, (E)- 126 C9H18 006434-78-2 50
3 1-Octene, 6-methyl- 126 C9H18 013151-10-5 50
4 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 43
5 Cycloheptanone, 2-methyl- 126 C8H140 000932-56-9 35

Abundance Scan 2324 (8.513 min): VV026082.D\data.ms (-2307) (-) m/z 55.05 100.00%
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Data Path

Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

¢ Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve6e922\
VV026082.D

: 10 Jun 2022 02:55

: SY/MD

¢ N3272-19

: 25mL/MSVOA_V/WATER

: 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 unknown-01

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.799 0.60 ug/L 62416 Chlorobenzene-d5 8.854
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.2]octan-1-0l1 126 C8H140 020534-58-1 43
2 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 40
3 1-Cyclopropylpropan-1-amine 99 C6H13N 1000436-93-8 40
4 1-Hexanol, 4-methyl-, acetate 158 C9H1802 091367-59-8 38
5 Butane, 2-cyclopropyl- 98 C7H14 005750-02-7 38
Abundance Scan 2413 (8.799 min): VV026082.D\data.ms (-2401) (-) m/z 70.10 100.00%
70.1
41.0
55.0
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126.1
VYWl vy eteeph
“ ‘ M 97.1 8.40 8.60 8.80 9.00 9.20
Obrrrrrrepreerrrtle el sl oty bl myz 41,05 65.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Abundance #3998: 1-Cyclopropylpropan-1-amine R A REARSEEEE e
70.0 8.40 8.60 8.80 9.00 9.20
m/z 57.10 38.93%
28.0 430
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o142 ‘HH?ﬁ:‘?_f’?"‘?”ww,ww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample : N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.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 2-Hexanol, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.857 0.74 ug/L 68678 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,3-dimethyl- 130 C8H180 019550-03-9 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 59
3 Butanamide 87 C4H9NO 000541-35-5 53
4 2-Pentanol, 3-chloro-2-methyl- 136 C6H13C10 074685-49-7 53
5 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 50
Abundance Scan 3053 (10.857 min): VV026082.D\data.ms (-3041) (| | m/z 59.10 100.00%
59.1
5000
43.0
“ Il 87-1 —r 129.2 1050 1100
Obre el il bl it ST mjz 43.00 28.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15751: 2-Hexanol, 2,3-dimethyl-
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample : N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.098 1.62 ug/L 150175 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 3,5-dimethyl- 144 CS9H200 019549-74-7 38
2 3-Heptanol, 3,6-dimethyl- 144 C9H200 001573-28-0 32
3 Silane, butyltrimethyl- 130 C7H18Si 001000-49-3 32
4 3-Octanol, 3-methyl- 144 C9H200 005340-36-3 16
5 Cyclopentane, (1-methylbutyl)- 140 C1oH20 004737-43-3 16
Abundance Scan 3128 (11.098 min): VV026082.D\data.ms (-3115) (- m/z 73.10 100.00%
5000 551
41.0
97.1 1151 \ ‘ A ‘
‘ H ‘ 1200 11.00 11.50
O‘W‘Hw‘uwu‘whhwﬂ“HJJHMWHH,NHM‘H_‘HMHJMH‘, m/z 55.10 50.92%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24429: 3-Heptanol, 3,5-dimethyl-
73.0
5000 /\/\T“ ‘ )
55.0 11.00 11.50
41.0 m/z 59.05  38.86
970 1150 : -S04
L o
O H‘HH‘HH’HH‘\H\‘\‘\H‘\\H‘\}H‘HH’HH‘HH‘HH‘HH‘HH’
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Ol prerr et e e e predp e et
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Abundance #15643: Silane, butyltrimethyl- T —]
73.0 11.00 11.50
m/z 43.00 27.56%
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45.0 115.0
o 31.0 7 . 87.0101.0 130.0 .
T T e e e e : e o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060922\
Data File : VV026082.D

Acqg On : 10 Jun 2022 02:55
Operator : SY/MD

Sample ¢ N3272-19

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO60822WMA.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... 8.513 0.7 ug/L 76877 2 8.854 516100 5.0
unknown-01 8.799 0.6 ug/L 62416 2 8.854 516100 5.0
2-Hexanol, 2,3-... 10.857 0.7 ug/L 68678 3 11.249 464040 5.0
unknown-02 11.098 1.6 ug/L 150175 3 11.249 464040 5.0
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