LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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 1.626 79 89 101 rvB 128222 166280 13.63% 1.496%
2 1.948 182 189 197 rBvV 104910 129845 10.64% 1.168%
3 2.601 382 392 407 rVB 277012 454803 37.27% 4.091%
4 2.826 457 462 473 rVB2 10948 19978 1.64% 0.180%
5 2.893 477 483 487 rBvV7 9678 14642 1.20% 0.132%
6 3.363 621 629 637 rBV 8449 14376 1.18% 0.129%
7 4.530 966 992 1010 rBV10 11434 46312 3.80% 0.417%
8 4.787 1043 1072 1116 rBvV2 98058 453107 37.13% 4_.076%
9 5.125 1162 1177 1192 rVB 203601 435751 35.71% 3.920%
10 5.780 1362 1381 1403 rBV2 441690 1014471 83.14% 9.126%

11 6.301 1529 1543 1558 rVB 339429 632072 51.80% 5.686%
12 6.739 1667 1679 1700 rVB 248046 478945 39.25% 4 _.309%
13 6.845 1705 1712 1725 rVB2 9213 16736 1.37% 0.151%
14 7.224 1820 1830 1844 rVB2 32062 63453 5.20% 0.571%
15 7.604 1936 1948 1964 rvB2 122900 210490 17.25% 1.894%

16 7.932 2038 2050 2064 rVB 451749 760051 62.29% 6.837%

17 8.076 2087 2095 2105 rVB3 9026 14480 1.19% 0.130%
18 8.211 2124 2137 2152 rBV 85423 141501 11.60% 1.273%
19 8.523 2218 2234 2245 rBV5 6849 16219 1.33% 0.146%
20 8.674 2266 2281 2293 rBV 687140 1220203 100.00% 10.977%
21 8.816 2318 2325 2337 rVB4 14942 25115 2.06% 0.226%
22 9.440 2507 2519 2538 rBvV 495314 815536 66.84% 7.337%
23 9.658 2568 2587 2597 rVB2 27327 48435 3.97% 0.436%
24 9.787 2614 2627 2646 rBV5 13291 30002 2.46% 0.270%
25 9.941 2659 2675 2685 rBV2 29465 47901 3.93% 0.431%
26 10.150 2723 2740 2748 rBvV4 10956 22098 1.81% 0.199%
27 10.256 2759 2773 2785 rBV2 25001 48533 3.98% 0.437%
28 10.362 2798 2806 2820 rVB7 12295 20826 1.71% 0.187%
29 10.700 2903 2911 2922 rVB3 22116 35787 2.93% 0.322%
30 10.774 2922 2934 2952 rBV 208655 345375 28.30% 3.107%
31 10.980 2982 2998 3011 rBV2 37100 65828 5.39% 0.592%
32 11.063 3013 3024 3037 rVB4 16670 28733 2.35% 0.258%
33 11.481 3145 3154 3163 rBV3 13009 20376 1.67% 0.183%
34 11.584 3175 3186 3196 rBV 24239 37833 3.10% 0.340%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.1

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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
35 11.700 3213 3222 3231 rVB3 20035 30362 2.49% 0.273%
36 11.825 3248 3261 3277 rVB 517057 816481 66.91% 7 .345%
37 11.989 3307 3312 3325 rVBS8 7841 12520 1.03% 0.113%
38 12.076 3325 3339 3361 rBV 240269 517101 42.38% 4.652%
39 12.205 3368 3379 3394 rVB 512017 836080 68.52% 7.521%
40 12.336 3413 3420 3427 rBvV 11816 15900 1.30% 0.143%
41 12.793 3552 3562 3572 rBvV2 27412 42699 3.50% 0.384%
42 12.909 3589 3598 3609 rVvB5 22437 33334 2.73% 0.300%
43 13.420 3745 3757 3767 rBV10 8424 17985 1.47% 0.162%
44 13.639 3818 3825 3835 rVB3 22848 35180 2.88% 0.316%
45 14.012 3934 3941 3953 rBV5 12615 19305 1.58% 0.174%
46 14.227 3996 4008 4019 rBV3 57551 90990 7.46% 0.819%
47 14.680 4139 4149 4164 rBV3 7969 21457 1.76% 0.193%
48 14.877 4196 4210 4215 rBV7 10231 21470 1.76% 0.193%
49 14.922 4217 4224 4233 rVB10O 9698 17889 1.47% 0.161%
50 15.742 4471 4479 4490 rVB10 15533 25719 2.11% 0.231%
51 16.192 4612 4619 4631 rVB5 14664 22985 1.88% 0.207%
52 16.838 4809 4820 4832 rBV2 94722 155863 12.77% 1.402%
53 16.963 4847 4859 4875 rBV 284908 486563 39.88% 4_.377%
Sum of corrected areas: 11115976
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 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

Abundance TIC: VU038952.D

600000
500000
5.78

400000
6.30

2.60

300000
5.12

4.79
4.53 L

Tl I
4.50 5.00 5.50 6.00 6.50

200000

100000

e SR s ;

T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00
Abundance TIC: vU038952.D

600000

500000 9.44
7.93

400000

300000

12.08

200000

100000

0! ~ - . - o
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: vU038952.D

600000
500000

400000

300000 16.96

200000

100000 16.8

14.23
12.34 12.79.91 13.64 A 15.74 16.19
OLA“~“*—”*A‘“W~T”..1%£%ﬁA* e A e

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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 1 2-Butanone, 3,3-dimethyl- Concentration Rank 6

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

7.22 0.50 ug/L 63453 1,4-Difluorobenzene 6.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 83
2 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 80
3 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 72
4 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 53
5 3-Hexanone 100 C6H120 000589-38-8 50

Abundance Scan 1829 (7.221 min): VU038952.D (-1820) (-) m/z 57.05 100.00%
57
41
5000
100
|I 50 |, 69 75 85 6.80 7.00 7.20 7.40 7.60
O A e e e R R R R R RS m/z 41.00 65.95%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57
41
5000 29
6.80 7.00 7.20 7.40 7.60
15 100 m/z 43.00 48.87%
0 ! Ll s e e
LN IR S UL SR UL AR SURILL SURL L S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
57
6.80 7.00 7.20 7.40 7.60
5000 4 m/z 100.10 24.65%
29 100
o 15 51 67 73 79 85 a1
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3871: 3-Pentanone, 2-methyl- T A REmma R B
43 57 6.80 7.00 7.20 7.40 7.60
m/z 39.00 18.32%
5000 29
71 100
o 21 ‘L 37\L . 51 |, 65 79 85
m/z--> 10 20 30 40 50 6 70 8 9 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.08 3.17 ug/L 517101 1,4-Dichlorobenzene-d4 11.83
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 90
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 90
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 56
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 3340 (12.079 min): VU038952.D (-3325) (-) m/z 57.05 100.00%
57
5000 M
‘ 70 83
98 110 11.80 12.00 12.20 12.40
0...,....,....,....li!...5,0.-:I!,...-:ll'.'...,-.-|!..?.1..!,....,.-...,..1.2.?.... m/z 41.00 39.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41
0 11.80 12.00 12.20 12.40
29 83 m/z 55.10 31.61%
98
o - L | YO Y S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 43.05 26 .96%
29
70 83
o 15 50 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 70.10 23.80%
5000
43
29 ‘ 70 g3
0 18 | ‘ \ ! 50 ‘ ‘ %8 1:!'2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.23 0.56 ug/L 90990 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.8-Dioxabicvclol3.2.11loctane. 1... 142 C8H1402 028401-39-0 35
2 4H-Pvran-4-one. 5-(acetvloxv)-2-... 226 C10H1006 026209-93-8 32
4-(7-Methoxv-3.3.7-trimethvl-oxe... 240 C14H2403 107675-07-0 23
4 2.4.6-Heptanetrione 142 C7H1003 000626-53-9 17
5 Alloxan 142 C4H2N204 000050-71-5 12
Abundance Scan 4009 (14.230 min): VU038952.D (-3996) (-) m/z 43.00 100.00%
43
5000
| 14.00 14.20 14.40 14.60
Ol m/z 142.20 44 _42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19854: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S)-
43
72
5000 LB SULRLE UL B
100 14.00 14.20 14.40 14.60
112 142 m/z 100.10 36.34%
27 55 ‘ 85 ‘
0 ,.‘.‘..‘i“:..“‘.“,.‘.‘..,“‘l‘...“,‘..‘.‘. 1|2|7”|””|”” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
" 14.00 14.20 14.40 14.60
5000 142 184 m/z 113.20 25.10%
113
o 55 67 85 97 125 155167 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93930: 4-(7-Methoxy-3,3,7-trimethyl-oxepan-2-ylidene)-buit... B B
43 98 142 14.00 14.20 14.40 14.60
69 g5 m/z 98.10 24 .98%
5000 55
.
0 |.U. .‘i‘ﬁ‘. MMI ’ H \H\ \H ]Thp ‘HI —r \\” ”1|6|5| ?‘8?'IEI'|97|29|9|2|2|5|2|40” — R Il|I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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 5 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.84 0.95 ug/L 155863 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 98
2 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 98
3 2.5-Cvyclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 96
4 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 47
5 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 42

Abundance Scan 4821 (16.841 min): VU038952.D (-4809) (-) m/z 177.15 100.00%
177
41 220
5000 135149
91 163 205 SRS I O
283 16.60 16.80 17.00 17.20
ol b e e M/z 41.00 57.64%
miz--> 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...
177 220
5000 41
67 135149, 3 205 16.60 16.80 17.00 17.20
. ‘ 9,121 m/z 220.30 52.04%
0 | I\ITI : ‘l“' |‘=Hl T M: IMi‘ul |Mﬁ T ‘:“l”‘: ‘:“i‘”: i wlhl\\l M‘: : ‘i\\l\ - "l Ilwﬁ:l:l I\I - ‘: AR RARRR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
177
220 IIIIIIIIIIIIIIIIIIIIII
41 16.60 16.80 17.00 17.20
5000 m/z 135.10 40.44%
67 135149163 205
27 g1 P 121 101
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 16.60 16.80 17.00 17.20
m/z 67.05 38.95%
220
41
5000
57 135
o 149,64 205
2 77 121 ‘ ‘
‘T H Ww ‘H H\. M \‘wH‘ “‘\\ ‘M‘H w‘ “\‘\ ‘ ]T%l | ‘
G R AR A A SR B AN SAL LA LARAN BARAN RARAN SARRN LA
miz--> 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\VU061720\
Data File : VU038952.D

Aca On 17 Jun 2020 18:25

Operator : SY/MD

Sample : L3040-08

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6 Butylated Hydroxytoluene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.96 2.98 ug/L 486563 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 97
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 95
4 Phenol. 4.6-di(1l.1-dimethvlethvl... 220 C15H240 000616-55-7 93
5 Phenol, 2,4,6-tris(1-methylethyl)- 220 C15H240 002934-07-8 87

Abundance Scan 4858 (16.960 min): VU038952.D (d—)4847) ) m/z 205.25 100.00%
205
5000 }\
41 57 14 220 lllll llllllll TTrTT T
77 91 105119 161 177 16 60 16. 80 17. 00 17. 20
0 ...,....,|...-'.|,.-'...'-,1..'.-. A Y o v 1 ! 283 281 | Th77 220.30  24.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 T ---- T T
16 60 16. 80 17. oo 17.20
57 220 m/z 57.10 20.01%
M 27 91105 199 190 0 177
0 ”II””I\IHIII\”I\I\”\I\III‘”\I\I\IlHI\I ‘.‘...luuu‘l.l.g.].- .‘... \””  EARmameRS
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 15.22%
57 220
oL 2 a1 81 105179 14016177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77553: Butylated Hydroxytoluene R R e S
205 16.60 16.80 17.00 17.20
m/z 145.20 13.16%
5000
57 s 220
177
oz | meisus et |
m/z--> ﬁo 46 eb 86 160 150 140 1é0 1éo 200 220 240 2éo 2éo 16.60 16%0 1700 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061720\
Data File : VU038952.D

Acq On 17 Jun 2020 18:25

Operator : SY/MD

Sample - L3040-08

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-Butanone, 3,3-d... 7.22 0.5 ug/L 63453 1 6.30 632072 5.0
1-Hexanol, 2-ethyl- 12.08 3.2 ug/L 517101 3 11.83 8164381 5.0
unknown-01 14.23 0.6 ug/L 90990 3 11.83 816481 5.0
2,5-Cyclohexadien... 16.84 0.9 ug/L 155863 3 11.83 816481 5.0
Butylated Hydroxy... 16.96 3.0 ug/L 486563 3 11.83 8164381 5.0
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