LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV070219\
Data File : VV011809.D

Aca On : 02 Jul 2019 17:56

Operator : SY/MD

Sample : K3608-10

Misc : 25ML/MSVOA V/WATER

ALS Vial : 19 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 V\METHOD\SOMVTRO70219WMA .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 1.116 5 8 21 rvB2 9145 12796 1.80% 0.202%
2 1.226 38 42 47 rBV2 10887 8662 1.22% 0.137%
3 1.319 62 71 84 rvB 103537 117680 16.58% 1.856%
4 1.582 146 153 162 rBvV 84999 96543 13.61% 1.523%
5 2.129 313 323 334 rBV 183094 258747 36.46% 4.081%
6 2.319 373 382 396 rVB 71703 105715 14.90% 1.667%
7 3.962 879 893 928 rBV 79635 270117 38.07% 4.260%
8 4.402 1012 1030 1051 rBvV 123798 297885 41.98% 4 .698%
9 5.097 1227 1246 1269 rBv2 299725 709608 100.00% 11.191%
10 5.663 1405 1422 1443 rBV 228580 455441 64.18% 7.183%
11 5.955 1502 1513 1531 rBV9 8901 20706 2.92% 0.327%

12 6.116 1549 1563 1582 rBV 165409 340432 47.97% 5.369%
13 7.029 1835 1847 1868 rBvV 76383 138903 19.57% 2.191%
14 7.360 1936 1950 1962 rBV 335360 580496 81.81% 9.155%
15 7.431 1962 1972 1988 rVB 124683 219037 30.87% 3.454%

16 7.663 2034 2044 2061 rBvV 44042 76740 10.81% 1.210%
17 7.984 2132 2144 2149 rBV3 6920 13545 1.91% 0.214%
18 8.019 2151 2155 2166 rVB5 7646 10819 1.52% 0.171%
19 8.135 2176 2191 2225 rBV 363250 679206 95.72% 10.712%
20 8.286 2229 2238 2256 rVB2 39386 69735 9.83% 1.100%

21 8.894 2415 2427 2446 rBV 334928 555843 78.33% 8.766%
22 10.261 2838 2852 2869 rBV 112222 177493 25.01% 2.799%
23 10.424 2892 2903 2917 rVB3 13257 24275 3.42% 0.383%
24 11.196 3133 3143 3148 rBV6 55632 8532 1.20% 0.135%
25 11.293 3161 3173 3194 rBV 316930 500573 70.54% 7.894%

26 11.669 3278 3290 3311 rBV 307428 490332 69.10% 7.733%

27 12.296 3476 3485 3496 rVB2 7174 11647 1.64% 0.184%
28 12.392 3505 3515 3531 rBV 53977 89280 12.58% 1.408%
Sum of corrected areas: 6340788
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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 V\DATA\VV070219\
Vv011809.D

02 Jul 2019 17:56

SY/MD

K3608-10

25ML/MSVOA V/WATER

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70219WMA .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 V\DATA\VV070219\
Data File : VV011809.D

Aca On : 02 Jul 2019 17:56

Operator : SY/MD

Sample = K3608-10

Misc : 25ML/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70219WMA .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 2 Hexanal Concentration Rank 3

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

8.29 0.63 ug/L 69735 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 80
2 Hexanal 100 C6H120 000066-25-1 80
3 Hexanal 100 C6H120 000066-25-1 64
4 Hexanal 100 C6H120 000066-25-1 59
5 2,2-Dimethyl-3-hydroxypropionald... 102 C5H1002 000597-31-9 38

Abundance Scan 2239 (8.290 min): VV011809.D (-2229) (-) m/z 44.00 100.00%
4 56
5000
J | Toe "5h0 520 840 850
0..,....,....,...-'.}!|..;-:':.'.-,.(.3'5.{-.-;|.-..-.-,.|-.-..,....,....,....,..1.2.7,... m/z 40.95 93.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3772: Hexanal
44
56
27
5000
8.00 8.20 8.40 8.60
72 g m/z 56.00 87.58%
0"P'”I”'M'§ﬁ'k"WJI”JW“”'J'“I”'W'”'P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
“
8.00 8.20 8.40 8.60
5000 20 m/z 43.00 66.97%
s RS R AR RARRA RS RAARN AARAR ARASS RAARS LARRS EARS SAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3767: Hexanal
4 o 8.00 8.20 8.40 8.60
m/z 56.95 65.97%
5000
27
oS Mol e | T a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV070219\
Data File : VV011809.D

Aca On : 02 Jul 2019 17:56

Operator : SY/MD

Sample = K3608-10

Misc : 25ML/MSVOA V/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70219WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
12.39 0.89 ug/L 89280 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 86
4 Cvcloheptane 98 C7H14 000291-64-5 30
5 2-Nonen-1-ol 142 C9H180 022104-79-6 27
Abundance Scan 3514 (12.389 min): VV011809.D (-3505) (-) m/z 56.95 100.00%
41 57
5000
“ 70 o o8
114 12.00 12.20 1240 12.60 12.80
91 124
o...,....,....,....l,l.'..,--.'! !,..-:H,|!...';H':'-..,-.~.|I'.'i....~,.!..,..-..,...1.‘,‘9..., m/z 41.00 96.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
41 57
29
5000
[:P 98 12.00 12.20 12.40 12.60 12.80
m/z 43.00 67.76%
| T TS
0"W""P'*'f”"k'Lﬁ?JLlI"hll"ﬁ'bk'P'“JP%qul"l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
41
12.00 12.20 12.40 12.60 12.80
m/z 56.10 67 .49Y%
5000 - 0 & 08 0
114
oL 13 124 133 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19919: Nonanal
41 57 12.00 12.20 12.40 12.60 12.80
m/z 55.00 62.50%
29
5000 70 98
82
0"'w%§'v"'w"'v"'w'"w"'v"'w'"v"'w"':%?w%??w"'%4?“|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV070219\
Data File : VV011809.D

Acq On : 02 Jul 2019 17:56

Operator : SY/MD

Sample - K3608-10

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO70219WMA .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]
Hexanal 8.29 0.6 ug/L 69735 2 8.89 555843 5.0
Nonanal 12.39 0.9 ug/L 89280 3 11.29 500573 5.0
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