LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038177.D

Aca On : 14 May 2020 18:14

Operator : JC/MD

Sample : L2653-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO50720WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.610 77 84 94 rBvV 149872 165132 8.86% 1.404%
2 1.932 175 184 203 rVB 148868 197879 10.62% 1.683%
3 2.591 377 389 402 rBV 228781 377635 20.27% 3.211%
4 2.665 403 412 435 rvVvB2 11310 27318 1.47% 0.232%
5 2.851 443 470 500 rBvV2 23010 120854 6.49% 1.028%
6 4.668 1019 1035 1072 rBvV 277915 730234 39.19% 6.210%
7 4.951 1112 1123 1140 rvB2 15197 32880 1.76% 0.280%
8 5.102 1150 1170 1190 rBV 234473 515394 27 .66% 4.383%
9 5.758 1352 1374 1407 rBV2 473698 1245343 66.83% 10.590%
10 6.279 1517 1536 1566 rBV 413698 792118 42.51% 6.736%
11 6.568 1611 1626 1642 rBV 10079 26815 1.44% 0.228%

12 6.719 1659 1673 1693 rVB 312873 601095 32.26% 5.112%
13 7.591 1930 1944 1965 rBV 150225 263383 14.13% 2.240%
14 7.922 2033 2047 2063 rBvV 567797 990971 53.18% 8.427%
15 8.202 2121 2134 2149 rBV 95037 162214 8.71% 1.379%

16 8.491 2213 2224 2238 rVB3 12171 22671 1.22% 0.193%
17 8.655 2261 2275 2312 rBV 1015738 1863448 100.00% 15.846%
18 8.806 2312 2322 2332 rVV2 43343 67570 3.63% 0.575%
19 9.436 2504 2518 2534 rBV 597472 1002191 53.78% 8.522%
20 10.095 2713 2723 2740 rBV2 19894 37696 2.02% 0.321%
21 10.771 2920 2933 2950 rBV 253621 408458 21.92% 3.473%
22 10.902 2963 2974 2983 rBV3 13988 22885 1.23% 0.195%
23 11.697 3211 3221 3232 rBV3 17050 25835 1.39% 0.220%
24 11.822 3248 3260 3280 rVB 608523 966205 51.85% 8.216%
25 12.079 3330 3340 3363 rBV5 12678 30039 1.61% 0.255%

26 12.205 3365 3379 3396 rVB 587683 936998 50.28% 7.968%
27 12.796 3552 3563 3572 rBV2 15491 25205 1.35% 0.214%
28 12.909 3587 3598 3610 rBV2 65308 101135 5.43% 0.860%

Sum of corrected areas: 11759601
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Vu038177.D

14 May 2020 18:14

JC/MD

L2653-01

25_0mL/MSVOA U/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038177.D

Aca On : 14 May 2020 18:14

Operator : JC/MD

Sample : L2653-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Isopropyl Alcohol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

2.85 0.76 ug/L 120854 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 64
2 Isopropvl Alcohol 60 C3H80 000067-63-0 43
3 Isopropvl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 470 (2.851 min): VU038177.D (-443) (-) m/z 45.00 100.00%
45
5000
38 4|1| 59 260 2.80 3.00 3.20
O e e e m/z 43.00 22 .85%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #295: Isopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
- m/z 41.00 9.45%
15 19 | ‘31 38 4}‘ 59
U R S AR AL ARAS RS RARRN RAARS RARRS RARRA RARRARARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 39.00 7.58%
15 19 27 31 sg 4 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 59.00 4_37%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 260 280 300 320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU051420\
Data File : VU038177.D

Aca On : 14 May 2020 18:14

Operator : JC/MD

Sample : L2653-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.91 0.52 ug/L 101135 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 90
2 Cvcloheptane 98 C7H14 000291-64-5 35
3 trans-2-Dodecen-1-ol 184 C12H240 069064-37-5 27
4 5-Methyvl-2-hexene.cé&t 98 C7H14 003404-62-4 25
5 2-Hepten-1-ol, (E)- 114 C7H140 033467-76-4 25
Abundance Scan 3598 (12.909 min): VU038177.D (-3587) (-) m/z 57.10 100.00%

41 97
5000 70 A
g1 98
| 207 12:60 12.80 13.00 13.20

(o} I e W m/z 41.00 85.26%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19919: Nonanal
41 57

j%

5000 70 98

‘M “ \ 125 142
' ' SSRAB SRS SRR

m/z--> 20 40 6 120 140 160 180 200
Abundance

12.60 12.80 13.00 13.20
m/z 56.00 63.26%

o
=
o1
IN i —
= =
ol =
o1
-
o
I
} .

27 98 12.60 12.80 13.00 13.20
5000 83 m/z 55.00 61.80%
15
Ol el bl
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48743: trans-2-Dodecen-1-ol
57 12.60 12.80 13.00 13.20
m/z 42.95 60.38%
5000 41
29
OmmeWH 123 138 151 160 s
e b S TN N P e
miz--> 20 40 60 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051420\
Data File : VU038177.D

Acq On : 14 May 2020 18:14

Operator : JC/MD

Sample - L2653-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.85 0.8 ug/L 120854 1 6.28 792118 5.0
Nonanal 12.91 0.5 ug/L 101135 3 11.82 966205 5.0
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