LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

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\SOMUTR053120WMA .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 1.369 3 9 20 rvB 39073 39461 2.43% 0.290%
2 1.613 75 85 92 rBv 146824 171430 10.56% 1.261%
3 1.932 176 184 194 rVB 117216 148873 9.17% 1.095%
4 2.594 377 390 402 rBV 244906 402832 24.82% 2.962%
5 2.671 402 414 438 rVB 43946 110175 6.79% 0.810%
6 2.861 445 473 478 rBvV2 17417 59146 3.64% 0.435%
7 4.671 1019 1036 1063 rBvV 221570 633546 39.03% 4 .658%
8 4.845 1077 1090 1113 rVB 60758 138591 8.54% 1.019%
9 5.102 1154 1170 1191 rBV 222773 480649 29.61% 3.534%
10 5.420 1257 1269 1288 rVB5 18708 41571 2.56% 0.306%

11 5.761 1351 1375 1393 rBV2 449553 1169336 72.05% 8.598%
12 6.279 1519 1536 1560 rBV 399406 770954 47 _.50% 5.669%
13 6.597 1623 1635 1647 rVB4 22035 42996 2.65% 0.316%
14 6.719 1657 1673 1693 rBvV 274139 540750 33.32% 3.976%
15 7.590 1931 1944 1960 rBV 140655 248478 15.31% 1.827%

16 7.922 2032 2047 2066 rBV 522073 938805 57.84% 6.903%
17 8.201 2122 2134 2150 rBV 91269 153546 9.46% 1.129%

18 8.439 2198 2208 2218 rBV4 11231 18128 1.12% 0.133%
19 8.655 2256 2275 2308 rBvV 888772 1623037 100.00% 11.934%
20 8.951 2353 2367 2383 rVB3 12297 26841 1.65% 0.197%

21 9.436 2504 2518 2541 rBV 579826 977600 60.23% 7.188%
22 9.844 2634 2645 2667 rBvV2 79497 140524 8.66% 1.033%
23 10.378 2799 2811 2821 rBV6 13888 25064 1.54% 0.184%
24 10.439 2821 2830 2840 rVB2 24873 41487 2.56% 0.305%
25 10.770 2915 2933 2939 rBV 237728 391546 24.12% 2.879%

26 10.947 2977 2988 3008 rVB3 146928 319468 19.68% 2.349%
27 11.336 3098 3109 3118 rBV3 36891 59175 3.65% 0.435%
28 11.404 3118 3130 3150 rVB7 95132 246129 15.16% 1.810%
29 11.645 3191 3205 3221 rBV9 43407 106209 6.54% 0.781%

30 11.732 3222 3232 3235 rVV9 13030 26688 1.64% 0.196%
31 11.767 3237 3243 3249 rVV5 23397 38470 2.37% 0.283%
32 11.825 3249 3261 3274 rVB 645407 1033486 63.68% 7.599%
33 12.028 3312 3324 3331 rBV6 34813 63904 3.94% 0.470%

34 12.082 3331 3341 3357 rVV5 72836 159551 9.83% 1.173%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

35 12.204 3357 3379 3398 rVB 622456 1175830 72.45% 8.646%

36 12.394 3428 3438 3442 rVV 22532 44806 2.76% 0.329%
37 12.430 3443 3449 3457 rVVv4 41376 75795 4.67% 0.557%
38 12.475 3457 3463 3479 rVBS8 27025 58821 3.62% 0.433%
39 12.635 3500 3513 3515 rBV10 10274 18290 1.13% 0.134%
40 12.687 3518 3529 3531 rBV6 15586 27990 1.72% 0.206%
41 12.822 3560 3571 3589 rVB6 23394 62839 3.87% 0.462%
42 13.166 3670 3678 3689 rBV7 36406 61067 3.76% 0.449%
43 13.246 3695 3703 3713 rVB4 19652 30221 1.86% 0.222%
44 14.278 4016 4024 4032 rBV4 10483 19379 1.19% 0.142%
45 14.468 4071 4083 4091 rBV9 14177 28302 1.74% 0.208%
46 14.516 4093 4098 4108 rVB9 11733 18236 1.12% 0.134%
47 15.072 4260 4271 4283 rVB5 36318 62545 3.85% 0.460%
48 15.175 4291 4303 4310 rBV10 9130 17669 1.09% 0.130%
49 15.352 4349 4358 4372 rVV6 39351 76251 4._.70% 0.561%
50 15.433 4375 4383 4391 rVV7 18535 35079 2.16% 0.258%
51 15.481 4391 4398 4411 rVB5 27811 49532 3.05% 0.364%
52 15.603 4424 4436 4450 rBV3 28774 55135 3.40% 0.405%
53 16.031 4559 4569 4581 rBV3 18532 37352 2.30% 0.275%
54 16.140 4594 4603 4615 rBV3 8491 19621 1.21% 0.144%
55 16.452 4690 4700 4712 rBV3 13052 22251 1.37% 0.164%

56 17.384 4979 4990 5005 rVB 113724 214331 13.21% 1.576%

Sum of corrected areas: 13599788
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M

Abundance

800000

600000

400000

2.59
200000

TIC: VU038645.D
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800000

600000
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400000

200000

8.20

8.95

TIC: VU038645.D
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Time--> 8.50

T
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Abundance

800000

600000

400000

200000

04
Time-->

13.00 13.50

14.50

TIC: VU038645.D

17.38

16.98.14 16.45
AT~ Fat

16.50 17.50

17.00

15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 5

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

4.84 0.90 ug/L 138591 1,4-Difluorobenzene 6.28
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 64
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1089 (4.841 min): VU038645.D (-1077) (-) m/z 43.00 100.00%
a3
5000 4&
0| T © o8 460 480 500 5.20
Otrprerrprrreprerrprrerrerprrr e e m/z 45.00 15.37%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate
43

5000 e
4.60 4.80 5.00 5.20

m/z 61.00 14 _.73%

29 61

D1 ‘ 57 | 74 8388
O P T TR T R T T T T e T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
R e
460 4.80 5.00 5.20
5000 m/z 70.00 11.40%
15 2 61 0
o 19 26 ! 88
S AL ARRN LARAN AL KAL) RALE) RALKN RLALN LA RLLLS LAKE) RARE) ARA LRRMN LAAA LAY ALY RLAS) ALY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate R e . T
43 460 480 500 5.20

m/z 42.00 7.17%

5000
29 61 70
1519 26|33 || 58 | 74 88
O T P T T PP T T T RO

|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Thiophene, tetrahydro-3-met... Concentration Rank 7

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

9.84 0.72 ug/L 140524 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-3-methvl- 102 C5H10S 004740-00-5 94
2 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 38
3 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 35
4 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 35
5 Thiazole, 4,5-dihydro-2-methyl- 101 C4H7NS 002346-00-1 22

Abundance Scan 2644 (9.841 min): VU038645.D (-2634) (-) m/z 102.10 100.00%
5000 41 74 87
7 6 LI I UL S B
’Tl 53‘ ‘ ||T | 9.60 9.80 10.00 10.20
o} A N O O 4 U W PR L PR T TR m/z 60.00 82.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60 102
41
5000 27 74 87 LI I LN I B
9.60 9.80 10.00 10.20
6 m/z 87.00 48.43%
0 ...“..¥§...lh.?§‘ :.. ”‘:.J.,w...??...,....HJ:..,.
m/z--> 10 20 30 60 70 80 90 100 110
Abundance
102
60 9.60 9.80 10.00 10.20
5000 m/z 74.10 46.91%
43
28
0 15 34 53 66 4 84
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4202: 2-Thiazolamine, 4,5-dihydro- N N
102 9.60 9.80 10.00 10.20
60 m/z 41.00 42 .58%
5000
43
28
oL 1218 | H 53, e8 s o |
m/z--> 10 25 §o 45 50 60 70 8 90 100 110 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 2H-Thiopyran, tetrahydro-4-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.95 1.55 ug/L 319468 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro-4-methvl- 116 C6H12S 005161-17-1 94
2 2H-Thiopvran. tetrahvdro-3-methvl- 116 C6H12S 005258-50-4 91
3 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 53
4 Allvithiourea 116 C4H8N2S 000109-57-9 43
5 3-Ethylthiolane 116 C6H12S 062184-67-2 35
Abundance Scan 2989 (10.950 min): VU038645.D (-2977) (-) m/z 101.05 100.00%
101
116
67
5000 41
55
82
‘ “48 o |‘ L7 1o 10.60 10.80 11.00 11.20
N . 11U TP TR P [ m/z 116.05 76.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8247: 2H-Thiopyran, tetrahydro-4-methyl-
101 116
27 55 87
5000
82 10.60 10.80 11.00 11.20
74 m/z 67.00 57 .94%
5 sl )] .
o ...,1....,..‘..,..l.,?ﬁ:”‘..:i‘am,l‘.‘.”‘.H‘..,‘.‘.‘..,....,l‘...,..‘.‘l,....
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41 101
116
10.60 10.80 11.00 11.20
5000 27 61 69 m/z 41.00 46.00%
53 87
ol 1 15 34 77
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8233: cis-2,3-Dimethylthiophane
101 10.60 10.80 11.00 11.20
m/z 61.00 39.61%
41
5000 116
59 74
67 o3
0 ”'P'”I”'W'”'P'“I”'fa”'P'”l”'f%”'P'”I”'W'“'P'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Cis-2,5-dimethylthiane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.40 1.19 ug/L 246129 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-2.5-dimethvlthiane 130 C7H14S 1000215-06-6 97
2 cis-2.4-Dimethvlthiane 130 C7H14S 061568-43-2 96
3 trans-2.4-Dimethvithiane 130 C7H14S 061568-42-1 95
4 4-Ethvithiane 130 C7H14S 040324-31-0 53
5 Cis-2,3-dimethylthiane 130 C7H14S 1000215-06-5 50
Abundance Scan 3129 (11.401 min): VU038645.D (-3118) (-) m/z 115.10 100.00%
115
55 81 130
5000 41 101
61 69 75
| |” | || 95 11.00 11.20 11,40 11.60 11.80
ok ..'.|!.'! |||| ||II|| "“'|'l""|'|"|I'|"'!'|"'"'|' m/z 130.05 61.83%
m/z--> 30 40 50 70 9 100 110 120 130 140
Abundance #13585. C|s 2,5 dimethylthiane
41 115
55
130 A
5000 AL B IR B BN
1 69 101 11.00 11.20 11.40 11.60 11.80
T m/z 81.10 58.66%
oL M m‘h -9--“---“---“---“---“
m/z--> 30 100 110 120 130 140
Abundance
115
55 81 130 11.00 11.20 11.40 11.60 11.80
5000 101 m/z 55.00 53.34%
61 69 ¢
87
e R S UL UL I IS IR S SR RS SR
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13594: trans-2,4-Dimethylthiane
115 11.00 11.20 11.40 11.60 11.80
m/z 41.05 43.87%
55 81 130
5000
101
Tl 69 75
O'I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"P
m/z--> 30 40 50 60 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 6 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.51 ug/L 106209 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoromethvl ethvl sulfide 130 C3H5F3S 013003-31-1 38
2 Trans-3.4-dimethvlthiane 130 C7H14S 1000215-07-1 35
3 2.4-Dimethvl-2-thiazoline 115 C5HONS 006114-40-5 30
4 Cis-2.3-dimethvlthiane 130 C7H14S 1000215-06-5 27
5 Sulfide, butyl propenyl 130 C7H14S 024298-51-9 25
Abundance Scan 3207 (11.651 min): VU038645.D (-3191) (- m/z 130.10 100.00%
130
a1 - 83 115
5000
11.40 11.60 11.80 12.00
ok |""'||||| ||||H||.| .|| |I||.I|I|| |...| | ahl ||I:|”|]|"|"‘I"III m/z 74.10 90.21%
m/z--> 30 40 50 70 80 90 100 110 120 130 140 150
Abundance #13143. Trifluoromethy! ethyl sulfide
130
69
5000 15
83 11.40 11.60 11.80 12.00
58 m/z 83.10 74 .94%
B s | ‘ 01 | M
miz--> o T e 18 10 135 16 1o 1%
Abundance
41 55 115
70 130
83 11.40 11.60 11.80 12.00
5000 m/z 114.95 72 .88%
101
e A R R R AR RS AR LA SRS LA SRR AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7777: 2,4-Dimethyl-2-thiazoline
4 74 11.40 11.60 11.80 12.00
115 m/z 40.95 67 .39%
5000 59
0 “ 52 | Al H 91 100 N A
m/z--> 36 45 55 eb 70 80 95 160 110 150 1éo 150 1éo 11)40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 7 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.08 0.77 ug/L 159551 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 27
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 27
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 27
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 22
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 14

Abundance Scan 3340 (12.079 min): VU038645.D (-3331) (-) m/z 57.10 100.00%

57
5000 41

0 89 115

144
||| ” 79|| | 98 | 179 11.80 12.00 12.20 12.40
1111 et N N m/z

Obrrrrrrrprrrr e el bbb 41.00 50.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 L L B L
70 11.80 12.00 12.20 12.40
20 ‘ 83 m/z 55.00 49.66%
98
o - O O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 43.00 32.11%
41
29 70 83
98 112
0 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57 11.80 12.00 12.20 12.40
m/z 70.10 27 .46%
5000 43
29 69 83
L2 12T e ow
T T T e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038645.D

Aca On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 8 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.04 ug/L 214331 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
2 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 90
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
4 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 86
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 80
Abundance Scan 4989 (17.381 min): VU038645.D (-4979) (-) m/z 219.30 100.00%
219
5000 /k
a1 3 91 31142159 234 1700 1720 17.40
77 115131145159175 101
B MR P 00 Mt o ...|~.,.???,....28.1. m/z 57.00 18.54%
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
5000 L L SR LRI B
17.00 17.20 17.40
191 234 m/z 234.30 18.32%
115 137 159175
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 220.30 15.34%
n 2 234
. 27 74 88102 119133 159175159203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89103: 3,5—di—tert—ButyI—4—hydroxybenzaIdEhyde LI L L R L S L BB B
2 17.00 17.20 17.40
m/z 41.10 12.06%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060620\
Data File : VU038645.D

Acq On : 07 Jun 2020 03:16

Operator : SY/MD

Sample : L2911-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl Acetate 4.84 0.9 ug/L 138591 1 6.28 770954 5.0
Thiophene, tetrah... 9.84 0.7 ug/L 140524 2 9.44 977600 5.0
2H-Thiopyran, tet... 10.95 1.6 ug/L 319468 3 11.82 1033490 5.0
Cis-2,5-dimethylt... 11.40 1.2 ug/L 246129 3 11.82 1033490 5.0
unknown-01 11.65 0.5 ug/L 106209 3 11.82 1033490 5.0
unknown-02 12.08 0.8 ug/L 159551 3 11.82 1033490 5.0
3,5-di-tert-Butyl... 17.38 1.0 ug/L 214331 3 11.82 1033490 5.0
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