LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038648.D

Aca On = 07 Jun 2020 04:25

Operator : SY/MD

Sample : L2911-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR053120WMA .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 1.369 3 9 17 rVB 22901 21922 1.30% 0.192%
2 1.613 77 85 96 rBv 149423 178657 10.61% 1.568%
3 1.932 176 184 195 rVB 120818 155075 9.21% 1.361%
4 2.594 378 390 404 rBV 254414 417618 24.81% 3.666%
5 2.671 404 414 437 rVB2 16146 42698 2.54% 0.375%
6 4.674 1018 1037 1075 rBvV 222938 661459 39.29% 5.806%
7 4.845 1075 1090 1115 rvB2 77250 184568 10.96% 1.620%
8 5.102 1152 1170 1188 rBVvV2 230345 496841 29.51% 4.361%
9 5.424 1251 1270 1286 rVB2 17050 38444 2.28% 0.337%
10 5.761 1350 1375 1388 rBvV2 468572 1216227 72.24% 10.676%
11 5.825 1389 1395 1410 rVB 36342 74556 4_.43% 0.654%

12 6.279 1520 1536 1557 rBV 390453 745389 44 _.27% 6.543%
13 6.719 1657 1673 1690 rBvV 289430 560090 33.27% 4.917%
14 7.591 1928 1944 1961 rBV 142109 249553 14.82% 2.191%
15 7.922 2032 2047 2064 rBvV 546507 966574 57.41% 8.485%

16 8.202 2120 2134 2153 rBV 89944 153492 9.12% 1.347%
17 8.655 2262 2275 2303 rBvV 924633 1683603 100.00% 14.779%
18 9.436 2501 2518 2538 rBvV 558592 943437 56.04% 8.282%
19 10.771 2920 2933 2949 rBV 245878 390730 23.21% 3.430%
20 11.822 3244 3260 3278 rBV 596792 944961 56.13% 8.295%

21 12.079 3327 3340 3362 rBV 48678 101482 6.03% 0.891%
22 12.205 3366 3379 3397 rVB 581977 948688 56.35% 8.328%
23 17.384 4979 4990 5004 rVB 113100 215951 12.83% 1.896%

Sum of corrected areas: 11392015
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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\VUO060620\
Vu038648.D

07 Jun 2020 04:25

SY/MD

L2911-11

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .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\VU060620\
Data File : VU038648.D

Aca On = 07 Jun 2020 04:25

Operator : SY/MD

Sample : L2911-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Ethyl Acetate Concentration Rank 2

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

4.84 1.24 ug/L 184568 1,4-Difluorobenzene 6.28
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 86
4 Ethvl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1089 (4.842 min): VU038648.D (-1075) (-) m/z 43.00 100.00%
43 ?
5000
| T o o8 460 480 5.00 520
O+ e e e e e e m/z 61.00 14.68%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000 URREE RS SR U S
460 4.80 5.00 5.20
0
29 61 1 m/z 45.00 14.11%
R s P 88
LRI LR FUELL LN SR UL LI SR SURLLEN FULELLN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
460 480 500 520
5000 m/z 70.00 11.69%
29 61
15 55 g3 88 /\k
e S L L S UL L LIS S I UL
m/z--> 10 20 30 40 50 60 70 80 90 A
Abundance #2015: Ethyl Acetate R O R
43 460 480 500 520

m/z 42.00 7.22%

5000
29 61 70
5 s | s B8
o e e e e

m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038648.D

Aca On = 07 Jun 2020 04:25

Operator : SY/MD

Sample : L2911-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 4

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

12.08 0.54 ug/L 101482 1,4-Dichlorobenzene-d4 11.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
5 2-Ethyl-1-hexanol, pentafluoropr... 276 C11H17F502 1000365-51-1 59

m/z

11.80 12.00 12.20 12.40

57.10 100.00%

m/z

11.80 12.00 12.20 12.40

41.00 37 .96%

m/z

11.80 12.00 12.20 12.40

55.00 31.17%

m/z

11.80 12.00 12.20 12.40

43.10 27 .09%

Abundance Scan 3340 (12.079 min): VU038648.D (-3327) (-)
57
5000 M
70 g3
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h| JL “L ) 112 207
O R o I i e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
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O T T T T T
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Abundance #13667: 1-Hexanol, 2-ethyl-
5[7
5000 a1
29 70 83
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o S Y S Y W N - —
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m/z

11.80 12.00 12.20 12.40

70.10 25.77%
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038648.D

Aca On = 07 Jun 2020 04:25

Operator : SY/MD

Sample : L2911-11

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.14 ug/L 215951 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 95
2 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 93
3 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 90
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 80
Abundance Scan 4989 (17.381 min): VU038648.D (-4979) (-) m/z 219.30 100.00%
219
5000 /\
41 57 234 IIIIIllllllllll
| | 77 91 103115 128 147159 175 191203 | 17.00 17.20 17.40
0...,....,...".,.'..'.',.... e by I...”III.”||||”|”||””LHI.III m/z 57.05 20.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 LU UL BUNLRL A
234 17.00 17.20 17.40
57 m/z 234.30 19.89%
o 20 41 | g9 88 102 119131 145159 175 191203 | |
" " NPT AT S P P AR e
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219
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5000 m/z 220.30 19.66%
5 234
J s 74 88 102 119131 147159 175 191503
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89225: Phenol, 2,6-his(1,1-dimethylethyl)-4-ethyl- i e
219 17.00 17.20 17.40

m/z 41.05 13.30%

5000
29 41 57 . 234
JL2 | ‘ 74 Y 102115128 147159 175 191203 | ‘
...,....,....,....,....,...., s A

m/z--> 20 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060620\
Data File : VU038648.D

Acq On = 07 Jun 2020 04:25

Operator : SY/MD

Sample : L2911-11

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO01.0

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 4.84 1.2 ug/L 184568 1 6.28 745389 5.0
1-Hexanol, 2-ethyl- 12.08 0.5 ug/L 101482 3 11.83 944961 5.0
Phenol, 2,6-bis(1... 17.38 1.1 ug/L 215951 3 11.83 944961 5.0
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