LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 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\SOMUTR102620WMA .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 1.485 40 45 52 rvB2 4200 4143 1.24% 0.145%
2 1.594 69 79 89 rvB 42508 48076 14.39% 1.685%
3 1.912 170 178 192 rVvVv 24874 31317 9.37% 1.097%
4 1.993 194 203 215 rvB 25433 35192 10.53% 1.233%
5 2.202 260 268 279 rBV2 7014 11833 3.54% 0.415%
6 2.314 298 303 311 rVvB2 4157 6038 1.81% 0.212%
7 2.414 330 334 343 rVB5 2785 3379 1.01% 0.118%
8 2.465 343 350 359 rvB4 5394 8842 2.65% 0.310%
9 2.568 371 382 398 rBV 47661 76463 22.89% 2.679%
10 3.038 514 528 535 rBV 3274 7779 2.33% 0.273%
11 3.076 535 540 548 rVB7Y 2457 3645 1.09% 0.128%
12 3.137 548 559 566 rBV7 2378 4825 1.44% 0.169%
13 3.359 615 628 638 rBV6 2705 6299 1.89% 0.221%
14 4.530 978 992 1003 rVB3 4981 11554 3.46% 0.405%
15 4.681 1026 1039 1044 rBVvV4 7596 14522 4 .35% 0.509%
16 4_.755 1045 1062 1089 rvB2 26018 103715 31.04% 3.634%
17 5.009 1127 1141 1143 rBvV2 3436 5427 1.62% 0.190%
18 5.079 1150 1163 1183 rVB 53615 116161 34.77% 4_.070%
19 5.391 1256 1260 1270 rVB5 3539 5391 1.61% 0.189%

20 5.732 1349 1366 1378 rBvV2 110942 258679 T77.42% 9.065%

21 6.259 1517 1530 1544 rBvV 89991 165280 49.47% 5.792%
22 6.549 1603 1620 1636 rBvV2 58856 111478 33.37% 3.906%
23 6.703 1650 1668 1681 rBV 65794 127084 38.04% 4._.453%
24 7.574 1928 1939 1951 rBV 31113 53150 15.91% 1.862%
25 7.902 2029 2041 2057 rBvV 107919 184296 55.16% 6.458%

26 8.185 2118 2129 2141 rBV 20049 32241 9.65% 1.130%
27 8.652 2261 2274 2285 rBV 190734 334108 100.00% 11.708%
28 9.417 2501 2512 2533 rBV 126574 207114 61.99% 7.258%

29 9.693 2588 2598 2610 rBV 15060 23884 7.15% 0.837%
30 10.758 2917 2929 2943 rVB 52077 84330 25.24% 2.955%
31 10.902 2959 2974 2984 rVB2 2716 4422 1.32% 0.155%
32 11.288 3086 3094 3105 rVB2 3320 4543 1.36% 0.159%
33 11.806 3244 3255 3268 rBV 124334 194334 58.17% 6.810%
34 12.063 3324 3335 3336 rBvV 7276 8525 2.55% 0.299%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Title - TRACE VOA SOMO1.0

35 12.086 3338 3342 3351 rVB2 11246 16756 5.02% 0.587%
36 12.188 3362 3374 3388 rVB 128545 203862 61.02% 7.144%
37 12.876 3575 3588 3594 rBV5 2338 3648 1.09% 0.128%
38 14.272 4015 4022 4028 rBV5 3624 5344 1.60% 0.187%
39 16.339 4656 4665 4680 rBV3 22240 33333 9.98% 1.168%

40 16.754 4785 4794 4813 rBV2 85920 126682 37.92% 4_.439%

41 16.870 4820 4830 4845 rBVY 108920 166056 49.70% 5.819%

Sum of corrected areas: 2853750
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
VU041151.D

09 Nov 2020 19:14

SY/MD

L4646-18

25_0mL/MSVOA U/WATER

20 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTR102620WMA.M

Quant Title

TIC Library

- TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU041151.D
150000
5.73
100000 6.26
6.7(
5.08 6.55
2.57 :
50000 1.59
338A4 3.36 5.39
O e S e AL e e S e p S B S e B S S S S S 77—
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU041151.D
8|65
150000
9.42 1181 12
7.90
100000
10.76
50000
7.57
8.19 9.69 120
0 A 1090 1129
r—— e e e S A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU041151.D
150000
16.87
100000
16.75
50000
16.34
12.88 14.27
Ot e A e T T T T T R e e e B e e e
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

1.99 1.06 ug/L 35192 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 43
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 42

Abundance Scan 202 (1.989 min): VU041151.D (-194) (-) m/z 43.10 100.00%
a3
57
5000 a9
5053 o1 12 1.60 1.80 2.00 2.20 2.40
) It 1| o] | -~ S m/z 41.10 91.60%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 39 m/z 42.10 88.14%
0 15 2¢ AL 5053‘ 62 67 ?2
miz--> 05 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 21 m/z 57.10 63.55%
39
15
0 2 12 30 5053 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #713: Butane, 2—methy|— |’|\| TTT T T T lf|\l T TT
43 1.60 1.80 2.00 2.20 2.40
m/z 39.00 36.92%
57
5000 29
39
o 1 0 26| 33 | ||| 5053] 616467 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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(l1,1-dimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.34 0.86 ug/L 33333 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 91
2 2H-Indenoll.2-blfuran-2-one. 3.3... 206 C13H1802 1000196-74-3 87
3 Phenol. 2.6-bis(1l.1-dimethvlethvl)- 206 C14H220 000128-39-2 87
4 Phenol. 2.6-bis(l.1-dimethvlethvl)- 206 C14H220 000128-39-2 81
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 76
Abundance Scan 4665 (16.339 min): VU041151.D (-4656) (-) m/z 191.30 100.00%
191
5000
131 206 R R a e
| | 115 | 1T3175 [ 16.00 16.20 16.40 16.60
Ol ...'i-. .--' ..I'.', b 2B e e L L Twzz 57.10  25.20%
m/z--> 20 80 100 120 140 160 180 200
Abundance #66116. Phenol, 2,6-bis(1,1-dimethylethyl)-
91
5000 UNNUNSUMUAU SRR I
16.00 16.20 16.40 16.60
57 206 m/z 41.10 20.93%
41 01 131 163
0 29 ! 7& S- 103115 | 147 P75 ‘
mz> % 40 6 80 10 130 140 1% 180 200
Abundance
191
16.00 16.20 16.40 16.60
5000 a1 131 m/z 206.30 20.41%
91 145
28 55 67 79 107 119 206
162173
e S S S UL L S B L LN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66106: Phenol, 2,6-bis(1,1-dimethylethyl)- R R B o
191 16.00 16.20 16.40 16.60
m/z 131.20 20.39%
5000
57
206
41 131
15 2 | T Stagelts T oaar Wars ||
m/z--> 20 40 & 80 ﬁ01%1® 160 180 200 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.75 3.26 ug/L 126682 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 90
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 70
4 3-Buten-2-one. 4-(2.6.6-trimethv... 192 C13H200 014901-07-6 47
5 trans-.beta.-lonone 192 C13H200 000079-77-6 47
Abundance Scan 4793 (16.751 min): VU041151.D (-4785) (-) m/z 177.30 100.00%
177
41
205 I 1 WA W
192 16.40 16.60 16.80 17.00
of m/z 41.10 72.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000
67 135 16.40 16.60 16.80 17.00
19 163 25 m/z 135.20  49.82%
29 ‘ 95 1097 121 ‘ ‘ 192 - - 94
0...lu‘.‘..‘i.‘.l‘l‘l‘.l‘ H\ H \\H ““.‘“.‘.‘. H‘...lu‘.‘..luuuul‘...
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177
220 16.40 16.60 16.80 17.00
5000 41 m/z 67.10 47.28%
57 135 149 oo 205
29 95 107 121 192
. 77
e R UL S UL WL B B B S BN W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl... R e AR
177 220 16.40 16.60 16.80 17.00
m/z 39.10 39.83%
41
5000 67 135 149 ;45 205
29 ‘ 53 Tg 91 jo7121 ‘ 192
0 ||‘|‘||‘|‘||‘=Hl||hﬁ‘||“i‘”:|M H\H “H IIMI\\ l“.‘..‘i“l‘...‘ ek |‘||| —_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041151.D

Aca On : 09 Nov 2020 19:14

Operator : SY/MD

Sample : L4646-18

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Quant Title : 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 5 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.87 4.27 ug/L 166056 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 95
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87
Abundance Scan 4830 (16.870 min): VU041151.D (-4820) (-) m/z 205.30 100.00%
205
5000
41 57 145 220 L
| | 77 91 105,108 | 161 177189 16.60 16.80 17.00 17.20
0 ...,....',..'.'l:l".' Ly .|.' L ','.'!"'.".,".".'..,"....||..'..,'....,'... m/z 220.40 23.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77555: Butylated Hydroxytoluene
205
5000 AU R PR B
16.60 16.80 17.00 17.20
57 145 220 m/z 57.10 23.28%
0 4 | 7 St TP | e Mg |
mz> 20 4 & 80 100 150 140 140 180 200 20
Abundance
205
16,60 16.80 17.00 17.20
5000 m/z 41.10 19.30%
57 220
15 294 77 91 105 119131 % 161 7180
O o S ma T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77554: Butylated Hydroxytoluene PR Aoy
205 16.60 16.80 17.00 17.20
m/z 206.30 15.27%
5000
57 220
o 29 ﬁl 69 81 93 105119131 ‘5 161 177189
s % 8 150 130 140 100 1% 30 2o 16,60 16.80 17.00 17.20

SOMUTR102620WMA .M Wed Nov 11 10:36:07 2020

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
Data File : VU041151.D

Acq On : 09 Nov 2020 19:14

Operator : SY/MD

Sample - L4646-18

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA _M
Quant Title : TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.99 1.1 ug/L 35192 1 6.26 165280 5.0
Phenol, 2,6-bis(1... 16.34 0.9 ug/L 33333 3 11.81 194334 5.0
2,5-Cyclohexadien... 16.75 3.3 ug/L 126682 3 11.81 194334 5.0
Butylated Hydroxy... 16.87 4.3 ug/L 166056 3 11.81 194334 5.0
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