LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017147.D

Aca On = 25 Jun 2020 23:59

Operator : SY/MD

Sample : L3106-15

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 32 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 20 rvB2 24637 25275 2.58% 0.433%
2 1.315 63 70 80 rvB 81891 89864 9.17% 1.540%
3 1.579 144 152 164 rBVY 69279 79145 8.07% 1.356%
4 2.126 306 322 333 rBV 133697 196320 20.02% 3.364%
5 3.936 870 885 918 rBV 54658 218710 22.31% 3.748%

4.106 922 938 966 rvVv 358496 980389 100.00% 16.800%
4.376 1008 1022 1041 rBV 103517 261909 26.71% 4._.488%
4.701 1108 1123 1142 rBV6 22260 60484 6.17% 1.036%
5.071 1223 1238 1259 rBv2 228713 555667 56.68% 9.522%
5.643 1402 1416 1433 rBV2 196656 405441 41.36% 6.948%

=
QO ~NO®

11 6.097 1543 1557 1573 rBvV 128978 258990 26.42% 4._.438%
12 7.007 1829 1840 1855 rBV2 63174 119223 12.16% 2.043%
13 7.338 1930 1943 1961 rBV 262262 454378 46.35% 7.786%
14 7.643 2029 2038 2051 rBvV2 39726 69422 7.08% 1.190%
15 8.113 2174 2184 2205 rBV 251132 457432 46.66% 7.839%

16 8.325 2242 2250 2260 rBV2 18185 28279 2.88% 0.485%
17 8.871 2408 2420 2435 rBV 306095 501917 51.20% 8.601%
18 10.238 2835 2845 2859 rBvV 89743 145224 14.81% 2.489%
19 11.270 3154 3166 3184 rBV 291078 445504 45.44% 7.634%
20 11.646 3271 3283 3297 rBV 269929 424156 43.26% 7.268%

21 16.736 4857 4866 4876 rVB2 37973 57810 5.90% 0.991%

Sum of corrected areas: 5835539
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
VV017147.D

25 Jun 2020 23:59

SY/MD

L3106-15

25_0mL/MSVOA V/WATER

32 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\VV062520\
Data File : VV017147.D

Aca On : 25 Jun 2020 23:59

Operator : SY/MD

Sample : L3106-15

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 32 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 12.09 ug/L 980389 1,4-Difluorobenzene 5.64
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 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 939 (4.110 min): VV017147.D (-922) (-) m/z 43.00 100.00%
43 m
5000
61 70 3.80 4.00 4.20 4.40
88 : - : :
O Sl 85 L1, 80 88107 “h/z 44.95  14.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2017: Ethyl Acetate
43
5000 I SRR SRR LN LR
3.80 4.00 4.20 4.40
29 m/z 61.00 13.45%
15 61 70
o I N | 88
L SRR SRR UL S UL UL SURELILS SO SURLL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
3.80 4.00 4.20 4.40
5000 m/z 70.00 11.09%
29 61
15 55 70 88
e R UL I AU R IR UL UL IR B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2019: Ethyl Acetate I EmE e SRR
43 3.80 4.00 4.20 4.40
m/z 41.95 6.68%
5000
29 61 49
0"'I'%S'I"'HM""I2*M'I'?§'J""l“"'l"ﬁ%""l""l"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV062520\
Data File : VV017147.D

Aca On : 25 Jun 2020 23:59

Operator : SY/MD

Sample : L3106-15

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 32 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 0.65 ug/L 57810 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethyv... 234 C16H260 004130-42-1 94
2 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 93
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 90

Abundance Scan 4867 (16.739 min): VV017147.D (-4857) (-) m/z 219.15 100.00%

9

5000

2 oo 15es 0 e
258 281 - - - s

77 91105 128 145159 175 191545

0 m/z 234.20 21.06%
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 LA L L L L LB LB L B

T
16.40 16.60 16.80 17.00

am 2 234 m/z 220.10 17.27%
74 88102 119133 159175159203

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
SRR ARAR B
16.40 16.60 16.80 17.00
5000 m/z 57.00 13.00%
234
57

o7 4 74 88102 119133 159175191205

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
219 16.40 16.60 16.80 17.00

m/z 40.95 9.43%

5000

234

57 191
41 77 91 115 437 159175

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\VV062520\
Data File : VV017147.D

Acq On = 25 Jun 2020 23:59

Operator : SY/MD

Sample : L3106-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 32 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 12.1 ug/L 980389 1 5.64 405441 5.0
Phenol, 2,6-bis(1... 16.74 0.7 ug/L 57810 3 11.27 445504 5.0
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