LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017088.D

Aca On 24 Jun 2020 21:53

Operator : SY/MD

Sample : L3105-12

Misc : 25.0mL/MSVOA V/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 V\METHOD\SOMVTR061720WMA .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 1.113 3 7 16 rVB3 13005 13843 2.29% 0.245%
2 1.316 60 70 83 rBv 68594 84698 14.02% 1.500%
3 1.579 144 152 160 rBvV 54729 64900 10.75% 1.149%
4 2.126 311 322 333 rBV 114985 168960 27.97% 2.992%
5 3.933 869 884 915 rBV 60851 239969 39.73% 4 _.250%

4.106 923 938 968 rVB 219576 603974 100.00% 10.697%
4.380 1004 1023 1046 rBV2 111150 307596 50.93% 5.448%
4.704 1114 1124 1137 rVB6 12484 29608 4_90% 0.524%
5.074 1221 1239 1260 rBV2 236215 572145 94.73% 10.133%
5.643 1401 1416 1435 rBV 204197 409619 67.82% 7.255%

=
QO ~NO®

11 6.097 1544 1557 1576 rBV 133060 270904 44.85% 4._.798%
12 7.010 1830 1841 1856 rBV 67748 123064 20.38% 2.180%
13 7.338 1931 1943 1961 rBV 278325 485296 80.35% 8.595%
14 7.643 2027 2038 2054 rBvV2 43103 77232 12.79% 1.368%
15 8.109 2173 2183 2203 rBV 280023 480103 79.49% 8.503%

16 8.325 2241 2250 2260 rBV2 19458 31611 5.23% 0.560%
17 8.875 2410 2421 2435 rBV 308740 503132 83.30% 8.911%
18 10.032 2774 2781 2792 rBV7 6712 11882 1.97% 0.210%

19 10.238 2833 2845 2857 rBV 96196 153577 25.43% 2.720%
20 11.270 3154 3166 3178 rBV 305030 470080 77.83% 8.325%

21 11.553 3245 3254 3260 rBV6 8552 14631 2.42% 0.259%

22 11.646 3270 3283 3297 rBV 286544 450470 74.58% 7.978%

23 12.367 3501 3507 3514 rBV9 4786 6971 1.15% 0.123%

24 16.736 4857 4866 4877 rVB2 47102 72111 11.94% 1.277%
Sum of corrected areas: 5646376
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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\VV062420\
VvV017088.D

24 Jun 2020 21:53

SY/MD

L3105-12

25_0mL/MSVOA V/WATER

21 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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\VV062420\
Data File : VV017088.D

Aca On 24 Jun 2020 21:53

Operator : SY/MD

Sample : L3105-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 1

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

4.11 7.37 ug/L 603974 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
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 53

Abundance Scan 939 (4.110 min): VV017088.D (-923) (-) m/z 43.00 100.00%
a3
5000 !F
% ||| st 6|1 0 g 120 3.80 4.00 420 4.40
o e i e e S e e eereee .| M/z 45,00 13.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2019: Ethyl Acetate
43
5000
3.80 4.00 4.20 4.40
m/z 61.00 13.28%
61
s P e
R A R A I NS A R SRS LR RAR S LAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 10.10%
5 29 61 70 88
S R R A RS RS LA RS RAARA RARS RAARN SRS SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2018: Ethyl Acetate e REREEEE LS L
43 3.80 4.00 4.20 4.40
m/z 41.95 7 .05%
5000
29 61 70
0'”I}§W'”“M”'WlJ”I”'Wh'”l“"P'ﬁﬁ'”'P"W'”'P"W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062420\
Data File : VV017088.D

Aca On 24 Jun 2020 21:53

Operator : SY/MD

Sample : L3105-12

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.74 0.77 ug/L 72111 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 97
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 93
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
4 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 90
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 90
Abundance Scan 4867 (16.739 min): VV017088.D (-4857) (-) m/z 219.15 100.00%
219
5000
115120 1159 175 39105 | | 5 106 1650 1750 "
14577175 91205 . . . .
0|""'|""|'||""""'|"l"""'I'"| "“',"'..,...'.,..'..,'...."...'. ..2.5.5|.2(.3?. - m/z 234.20 22 _58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 LNV SN I

16.40 16.60 16.80 17.00
m/z 57.05 17.31%

74 88102 119 135 159 175 191,

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
16.40 16.60 16.80 17.00
5000 m/z 220.20 16.63%
234
57
Ozﬂl 74 88102 119133 159 175191205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89106: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde R S
219 16.40 16.60 16.80 17.00

m/z 91.00 11.66%

5000

191 234

115 137 159 175

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV062420\
Data File : VV017088.D

Acq On 24 Jun 2020 21:53

Operator : SY/MD

Sample - L3105-12

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 21 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR061720WMA .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 4.11 7.4 ug/L 603974 1 5.64 409619 5.0
Phenol, 2,6-bis(1... 16.74 0.8 ug/L 72111 3 11.27 470080 5.0
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