LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038649.D

Aca On = 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

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

1.369 3 9 19 rBV 25105 26376 1.65% 0.241%
1.610 76 84 93 rBvV 142232 174002 10.89% 1.590%
184 198 rVB 112858 145594 9.11% 1.330%
2.594 376 390 404 rBV 237387 393362 24.63% 3.594%
2.668 404 413 429 rVB2 15904 37641 2.36% 0.344%
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6 4.671 1019 1036 1075 rBV 216710 625900 39.18% 5.719%
7 4.845 1077 1090 1112 rVB 76799 175740 11.00% 1.606%
8 5.102 1152 1170 1193 rBV 212576 469019 29.36% 4._.286%
9 5.427 1250 1271 1288 rBV2 22146 50143 3.14% 0.458%
10 5.758 1351 1374 1389 rBV2 432602 1135226 71.07% 10.373%
11 5.829 1389 1396 1410 rVB 37835 71461 4_.47% 0.653%

12 6.279 1521 1536 1558 rBV 381166 743850 46.57% 6.797%
13 6.720 1657 1673 1693 rBvV 265992 520197 32.57% 4_.753%
14 7.591 1930 1944 1959 rBvV2 132259 235665 14.75% 2.153%
15 7.922 2033 2047 2064 rBvV 514049 904413 56.62% 8.264%

16 8.202 2122 2134 2149 rBvV 87543 145948 9.14% 1.334%
17 8.655 2262 2275 2314 rBvV 882647 1597340 100.00% 14.596%
18 9.436 2501 2518 2550 rBV 562122 945251 59.18% 8.637%
19 10.771 2920 2933 2951 rBV 227826 368978 23.10% 3.371%
20 11.822 3247 3260 3276 rBV 603218 948388 59.37% 8.666%

21 12.079 3328 3340 3357 rBV2 53129 108864 6.82% 0.995%
22 12.205 3366 3379 3393 rVB 557549 888660 55.63% 8.120%
23 17.385 4979 4990 5004 rBV 125187 232018 14.53% 2.120%

Sum of corrected areas: 10944036
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU060620\
Data File : VU038649.D

Aca On : 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M

TRACE VOA SOM01.0

TIC Library : 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 : VU038649.D

Aca On = 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

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 3

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

4.84 1.18 ug/L 175740 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 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1088 (4.839 min): VU038649.D (-1077) (-) m/z 43.00 100.00%
43
5000
| T ? g8 460 4.80 500 5.20
O B e o S S B A o m/z 45.00 14 _.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000
4.60 4.80 5.00 5.20
0,
29 61 1 m/z 61.00 14 _.47%
R L s | 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 70.10 12.29%
61
15 29 o 70 e a8
e S L L S UL L UL S IS S
m/z--> 10 20 30 40 50 60 70 80 90 N\
Abundance #2019: Ethyl Acetate A AA Raa
43 4.60 4.80 5.00 5.20
m/z 42.10 6.63%
5000
29 61 4o
0 1\5 \“ l “ 55 ‘ | 83 8\8
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 : VU038649.D

Aca On = 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

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 0.57 ug/L 108864 1,4-Dichlorobenzene-d4 11.82
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 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 3340 (12.079 min): VU038649.D (-3328) (-) m/z 57.10 100.00%
57
5000 M
| alledin)
98 112 11.80 12.00 12.20 12.40
o...,....,....,....|,!...??.]-,??..'!'!..7.7,:|!..,...!....,:...,. m/z 41.00 39.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
! 83 m/z 55.00 31.58%
ol 15 M\ M‘ 51“ 63 \‘ 77 ‘\ ¥ 1w
miz--> T % % 4 % % 8 % 1 10 B
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 43.10 30.38%
29
70 83
o 15 51 | 63 77 98 112
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 83.10 24 .98%
5000
43
29 ‘ 70 83
0 18 “\ | 51‘ | 63 “ " ‘\ 9\8 112
m/z--> 10 20 30 40 50 60 70 8 90 100 1io 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038649.D

Aca On = 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

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(l1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.22 ug/L 232018 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 91
2 4-tert-Butvl-2.6-diisopnropviphenol 234 C16H260 057354-65-1 90
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 87
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 86
Abundance Scan 4989 (17.381 min): VU038649.D (-4979) (-) m/z 219.25 100.00%
219
5000 /\
M o1 234 L FUARLELILIN BRI UL
77 115129 145159 175 191 17.00 1720 17.40
o...,....,...'.|,..'.-.'-,.."..,-.l..'.'-,.m- ,-.u...',....,..'..,29?..-,...1.,?f‘.g.,2]‘?7.?,5‘.2]. m/z 234.30 20.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 L FURLELIL BRI UL B
17.00 1720 17.40
234 m/z 57.05 19.62%
m/z--> 25 4b eb 85 160 150 140 160 180 200 220 240 260 280
Abundance
219
1700 1720 17.40
5000 m/z 220.30 17.67%
43 57 234
oL15 29 80  107121135149163177 203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89103: 3,5—di—tert—ButyI—4—hydroxybenzaIdEhyde LI L L B L B L B B
219 17.00 1720 17.40
m/z 41.00 12.61%
5000
" 57 101 234
A2 8| mo s | |
m/z--> 20 4b 60 85 160 120 150 160 180 200 220 240 260 280 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 : VU038649.D

Acq On = 07 Jun 2020 04:48

Operator : SY/MD

Sample : L2911-12

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 175740 1 6.28 743850 5.0
1-Hexanol, 2-ethyl- 12.08 0.6 ug/L 108864 3 11.82 948388 5.0
Phenol, 2,6-bis(1... 17.38 1.2 ug/L 232018 3 11.82 948388 5.0
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