LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061820\
Data File : VU038969.D

Aca On 18 Jun 2020 14:55

Operator : SY/MD

Sample : L3058-03

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\SOMUTR061720WMA .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 1.630 80 90 102 rBV 126956 168388 11.96% 1.598%
2 1.787 129 139 140 rBvV6 11829 17305 1.23% 0.164%
3 1.954 184 191 202 rBvV 147916 191641 13.61% 1.819%
4 2.604 383 393 409 rVB 289883 465687 33.07% 4.419%
5 4.790 1042 1073 1106 rBvV 98939 456588 32.43% 4.333%
6 5.137 1167 1181 1204 rVB 201786 447881 31.81% 4 _.250%
7 5.793 1365 1385 1408 rBv2 435380 1022295 72.60% 9.702%
8 6.308 1530 1545 1566 rBV 361545 658932 46.80% 6.253%
9 6.591 1625 1633 1644 rVB 6760 14099 1.00% 0.134%
10 6.745 1668 1681 1699 rVB 252005 483442 34.33% 4 .588%
11 7.227 1820 1831 1847 rVB4 16377 32960 2.34% 0.313%

12 7.607 1935 1949 1966 rBV 123420 214195 15.21% 2.033%
13 7.935 2039 2051 2066 rVB 452651 758516 53.87% 7.198%
14 8.215 2125 2138 2152 rBV 83301 138199 9.81% 1.312%
15 8.674 2265 2281 2319 rBV 712249 1408091 100.00% 13.363%

16 9.443 2502 2520 2542 rBV 504567 839443 59.62% 7.966%
17 10.774 2922 2934 2946 rBV 212517 345138 24.51% 3.275%
18 11.825 3248 3261 3277 rBV 520261 819794 58.22% 7.780%
19 12.076 3327 3339 3356 rBV2 34240 74321 5.28% 0.705%
20 12.205 3366 3379 3393 rBvV 502082 792392 56.27% 7.520%

21 14.227 3997 4008 4020 rBV3 59587 95184 6.76% 0.903%
22 14.353 4037 4047 4058 rBV6 9723 16804 1.19% 0.159%
23 15.745 4469 4480 4491 rBV7 34280 58268 4.14% 0.553%
24 16.195 4611 4620 4630 rVB4 25141 40635 2.89% 0.386%

25 16.838 4809 4820 4833 rBV2 170123 276029 19.60% 2.620%

26 16.967 4847 4860 4879 rBvV 406667 701041 49.79%% 6.653%

Sum of corrected areas: 10537268
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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\VU061820\
VU038969.D

18 Jun 2020 14:55

SY/MD

L3058-03

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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\VU061820\
Data File : VU038969.D

Aca On 18 Jun 2020 14:55

Operator : SY/MD

Sample : L3058-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2 2,4-Octanedione Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.23 0.58 ug/L 95184 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Octanedione 142 C8H1402 014090-87-0 50
2 4H-Pvran-4-one. 5-(Cacetvloxv)-2-... 226 C10H1006 026209-93-8 35
3 Acetamide. N-(4-amino-3-furazanvl)- 142 C4H6N402 140706-47-4 23
4 6.8-Dioxabicvclol3.2.11loctane. 1... 142 C8H1402 028401-39-0 16
5 3-t-Butylhexan-2-one 156 C10H200 1000202-22-9 12
Abundance Scan 4009 (14.230 min): VU038969.D (-3997) (-) m/z 43.00 100.00%
48
5000 100 113 142
55 o7 81 e el S s
127 14.00 14.20 14.40 14.60
ol bbb A8 207wz 142.20 44.16%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #19630: 2,4-Octanedione
43 85
5000 R SRR B IS B
14.00 14.20 14.40 14.60
57 100 m/z 100.10 40.58%
| ‘ 72 113 127 149
0'"M”“Hl”w'I”"I”"Iﬂ"“”"l”"l”"l”"l”"
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
43
"' 14.00 1420 14.40 14.60
5000 142 184 m/z 113.20 36.59%
113
o 55 67 85 97 125 155166 226
m/z--> 45 eb éo 160 150 150 160 1éo 260 250
Abundance #19306: Acetamide, N-(4-amino-3-furazanyl)- B B B
43 14.00 14.20 14.40 14.60
m/z 98.10 26.93%
5000
85
‘ 70 ‘ 100 112 142
0 "'i‘l'??l' e "'l" l'l%%z 'N"" [rrrrprrrrprrr T
m/z--> 40 60 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061820\
Data File : VU038969.D

Aca On 18 Jun 2020 14:55

Operator : SY/MD

Sample : L3058-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.84 1.68 ug/L 276029 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 94
2 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 94
3 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 64
4 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 60
5 trans-.beta.-lonone 192 C13H200 000079-77-6 42

Abundance Scan 4821 (16.841 min): VU038969.D (-4809) (-) m/z 177.20 100.00%
177
5000

16.60 16.80 17.00 17.20

253267 283

01 m/z 41.00 51.09%
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000 16.60 16.80 17.00 17.20
135149 205 0N 0.8 100 2.
163 ‘ m/z 220.30 47 .98%
0 W “ m i H\ \\ m‘\h ‘H al Jm | il N S
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
177
1]
220 16.60 16.80 17.00 17.20
5000 41 . m/z 135.05  44.28%
135
o 149, ¢s 205
121
27 77 191

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl... PP AP T TR
177 220 16.60 16.80 17.00 17.20
m/z 149.10 36.35%
41
5000 67 135149, 45 205
107121
oA H \H‘ b Ll H ool h‘n T o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061820\
Data File : VU038969.D

Aca On 18 Jun 2020 14:55

Operator : SY/MD

Sample : L3058-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 Butylated Hydroxytoluene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.97 4.28 ug/L 701041 1,4-Dichlorobenzene-d4 11.83
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 96
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 4861 (16.970 min): VU038969.D (-4847) (-) m/z 205.30 100.00%
205
5000
220 N B U
41 | 2 91105 1281T51611771 1 260 16.60 16.80 17.00 17.20
o...,....,...-'.,....l-,'..l.-.,' bt b ek AL 209 Tm/z 220.30 24.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 LN AU B
16.60 16.80 17.00 17.20
57 220 m/z 57.10 18.36%
41 77 91105 158 ‘ ® 161177 101 ‘
0 ...ln..|‘....|.‘...‘l‘..‘.‘.l.‘..‘.‘l‘.l”.‘.‘....lunu‘l.... ””\””  RRIRRRARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16.80 17.00 17.20
5000 m/z 206.30 14 .73%
57 220
o 4 81 105119 149461177

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #77553: Butylated Hydroxytoluene R e
2 16.60 16.80 17.00 17.20

m/z 145.20 13.11%

5000

16 60 16.80 17. OO 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061820\
Data File : VU038969.D

Acq On 18 Jun 2020 14:55

Operator : SY/MD

Sample - L3058-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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]
2 ,4-Octanedione 14.23 0.6 ug/L 95184 3 11.83 819794 5.0
2,5-Cyclohexadien... 16.84 1.7 ug/L 276029 3 11.83 819794 5.0
Butylated Hydroxy... 16.97 4.3 ug/L 701041 3 11.83 819794 5.0

SOMUTRO61720WMA_M Wed Jun 24 11:26:22 2020 Page: 6



