LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062219\
Data File : VV011693.D

Aca On : 21 Jun 2019 19:02

Operator : SY/MD

Sample : K3415-14

Misc : 25ML/MSVOA V/WATER

ALS Vial : 22 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\SOMVTRO62119WMA_.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 1.312 61 69 80 rvB 61773 72876 5.35% 1.171%
2 1.579 146 152 159 rVvB 46447 50696 3.72% 0.815%
3 2.122 312 321 336 rVB 109235 163209 11.98% 2.623%
4 2.216 342 350 365 rBV2 18468 42856 3.15% 0.689%
5 2.650 471 485 503 rVvB 164131 350609 25.74% 5.635%
6 3.965 877 894 900 rBV 76311 184959 13.58% 2.972%
7 4.138 934 948 992 rVB 505843 1362060 100.00% 21.890%
8 4.402 1012 1030 1060 rvB4 73640 248535 18.25% 3.994%
9 4.871 1162 1176 1182 rBvV8 6333 13890 1.02% 0.223%
10 5.093 1228 1245 1276 rBv2 205562 499552 36.68% 8.028%

11 5.662 1408 1422 1441 rBV 152199 305301 22.41% 4._.907%
12 6.116 1548 1563 1581 rBvV2 117078 242592 17.81% 3.899%

13 7.029 1830 1847 1862 rBV2 46482 90246 6.63% 1.450%
14 7.357 1935 1949 1963 rBV 208311 369330 27.12% 5.936%
15 7.431 1963 1972 1985 rVB2 23124 44466 3.26% 0.715%
16 7.666 2034 2045 2057 rBvV2 28903 52799 3.88% 0.849%
17 8.138 2181 2192 2222 rBV 298743 586303 43.05% 9.423%
18 8.286 2229 2238 2255 rVB2 43654 75042 5.51% 1.206%

19 8.894 2414 2427 2447 rBV 218113 374904 27 .52% 6.025%
20 10.260 2839 2852 2865 rBV 85146 134822 9.90% 2.167%

21 11.296 3161 3174 3196 rBV 188982 312356 22.93% 5.020%
22 11.575 3247 3261 3279 rBV2 132267 261679 19.21% 4_.205%
23 11.672 3281 3291 3307 rVB 203261 333319 24.47% 5.357%

24 12.395 3505 3516 3531 rBVS 14348 28092 2.06% 0.451%
25 12.717 3607 3616 3626 rBV5 12893 21876 1.61% 0.352%
Sum of corrected areas: 6222369
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062219\
VV011693.D

21 Jun 2019 19:02

SY/MD

K3415-14

25ML/MSVOA V/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR062119WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062219\
Data File : VV011693.D

Aca On : 21 Jun 2019 19:02

Operator : SY/MD

Sample : K3415-14

Misc : 25ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR062119WMA .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 Ethyl Acetate Concentration Rank 1

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

4.14 22.31 ug/L 1362060 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 59
4 Ethvl Acetate 88 C4H802 000141-78-6 59
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 948 (4.138 min): VV011693.D (-934) (-) m/z 43.00 100.00%
43.0
5000 !$
61.0 70.0 3.80 4.00 420 4.40
88.0
S - ST A - S . m/z 44.95  13.94%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43.0

5000 R e
3.80 4.00 4.20 4.40

m/z 61.00 12._.79%

29.0 61.0
10 1] M0 o
ottt e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2017: Ethyl Acetate
43.0
R N R
3.80 4.00 4.20 4.40
5000 m/z 69.95 9.28%
15.0 290 61.0 70.0
ol AR
...,....“...,....,.”.,....,...w....,....,.”.
m/z--> 10 20 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate Ao e A RRR
43.0 380 400 420 4.40

m/z 41.95 7.23%

5000
29.0 61.0
15.0 70.0
0 | \‘ ! ‘ | . 88\0
L L B L AL L I B B

m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062219\
Data File : VV011693.D

Aca On : 21 Jun 2019 19:02

Operator : SY/MD

Sample : K3415-14

Misc : 25ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR062119WMA .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 4 Hexanal Concentration Rank 5

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

8.29 1.00 ug/L 75042 Chlorobenzene-d5 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 50
5 Cyclopentanol, 2-methyl- 100 C6H120 024070-77-7 43

Abundance Scan 2239 (8.289 min): VV011693.D (-2229) (-) m/z 56.00 100.00%
40 560
5000
J 720 82.0
8.00 8.20 8.40 8.60
0 ..,....,....,.3."‘3.-'.:! |..',-.'!| |.,...|=,'.~..=,-l'...,.9‘.".4.,1.94.'5.‘,.. m/z 43.95 99.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3767: Hexanal
440 560
5000 ER S R I R
27.0 8.00 8.20 8.40 8.60
‘ ‘ 720 g0 m/z 40.95 97.59%
1 R Y A Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3773: Hexanal
40
8.00 8.20 8.40 8.60
m/z 42.95 62.94Y%
5000 9.0 0
o Ll ‘ ] TR
UL UL SR SURELIL SURELEL SURBLEL SURJLELS IURL L SURLIL DL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3771: Hexanal R e AR
440 550 8.00 8.20 8.40 8.60
' m/z 56.95 56.22%
5000 29.0
720 g5
0"|""|"*l|"""il L'I”Mll'”hl"”I"'W"}P?R"I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062219\
Data File : VV011693.D

Aca On : 21 Jun 2019 19:02

Operator : SY/MD

Sample : K3415-14

Misc : 25ML/MSVOA V/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR062119WMA .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

o

Peak Number 5 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.58 4.19 ug/L 261679 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 Carbonic acid. isobutvl 2-ethvlh... 230 C13H2603 1000357-82-9 53
4 1-l1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 50
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
Abundance Scan 3262 (11.579 min): VV011693.D (-3247) (-) m/z 57.00 100.00%
57.0
5000 41.0 /k\h
‘ L 130 e g T
98.0 112.0
.q.”ﬂ!”.Hh.“.xp.”,””,}?ﬂ?.w m/z 40.95  47.98%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0

5000 [fr i TTrrprrrrprrorrr
700 11.20 11.40 11.60 11.80
290 0 80 m/z 43.00 34.34%
15.0 |‘ Iy | | |.| 1 I|| 98|0 11|20
o.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
EEEER R e e
11.20 11.40 11.60 11.80
5000 m/z 55.00 33.52%
43.0
29.0 ‘ 70.0 830 56.0
Ol .}ﬁ'?..Jﬂﬂ...J,l...,.J.:,....wu...,.M..,...l}...%}?ZQ.,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #85987: Carbonic acid, isobutyl 2-ethylhexy! ester R A ESaE RS ua ey e
57.0 11. 20 11. 40 11. 60 11. 80

m/z 56.00 23.39%

70.0
5000
41.0
29.0 83.0 112.0
1l ol eo T s
o} SNBSS ¥ SN M| AN | NS L & 1SN NN,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062219\
Data File : VV011693.D

Acq On : 21 Jun 2019 19:02

Operator : SY/MD

Sample - K3415-14

Misc : 25ML/MSVOA_V/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR062119WMA .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]
Ethyl Acetate 4.14 22.3 ug/L 1362060 1 5.66 305301 5.0
Hexanal 8.29 1.0 ug/L 75042 2 8.89 374904 5.0
1-Hexanol, 2-ethyl- 11.58 4.2 ug/L 261679 3 11.30 312356 5.0
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