LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 1.359 3 6 15 rVB 70198 66497 4.08% 0.406%
2 1.601 72 81 90 rBv 147504 172428 10.58% 1.052%
3 1.919 173 180 193 rVB 151950 193052 11.84% 1.178%
4 2.578 370 385 399 rBV 277539 463874 28.46% 2.831%
5 2.662 400 411 441 rvVvB2 26806 83780 5.14% 0.511%
6 2.810 446 457 463 rBvV2 12786 23675 1.45% 0.144%
7 4.662 1015 1033 1071 rBvV 259465 822762 50.48% 5.021%
8 4.835 1074 1087 1117 rVB 122488 303477 18.62% 1.852%
9 5.092 1149 1167 1188 rBV 268404 600558 36.84% 3.665%
10 5.417 1252 1268 1288 rVB3 79439 181881 11.16% 1.110%

11 5.752 1350 1372 1387 rBV3 534567 1422985 87.30% 8.684%
12 6.276 1518 1535 1574 rBV 510753 1037371 63.64% 6.331%
13 6.559 1609 1623 1624 rBV2 22382 32575 2.00% 0.199%
14 6.594 1626 1634 1654 rVB2 49961 106615 6.54% 0.651%
15 6.716 1659 1672 1692 rVB 334692 665613 40.84% 4.062%

16 7.591 1931 1944 1961 rBV 159749 290896 17.85% 1.775%
17 7.922 2028 2047 2082 rBvV 567222 1091809 66.98% 6.663%
18 8.202 2121 2134 2152 rBV 92598 159760 9.80% 0.975%
19 8.443 2198 2209 2224 rBV5 17171 33586 2.06% 0.205%
20 8.658 2261 2276 2290 rBV2 854289 1629981 100.00% 9.947%

21 9.439 2505 2519 2549 rBvV 714109 1293056 79.33% 7.891%
22 9.848 2633 2646 2673 rBv2 163178 319727 19.62% 1.951%

23 10.054 2695 2710 2725 rBVS8 28987 61976 3.80% 0.378%
24 10.298 2773 2786 2799 rBv4 34793 65290 4._.01% 0.398%
25 10.382 2799 2812 2822 rBV2 50371 95879 5.88% 0.585%
26 10.446 2822 2832 2847 rVB3 61200 108438 6.65% 0.662%
27 10.668 2891 2901 2916 rBV2 38502 68382 4._.20% 0.417%
28 10.774 2916 2934 2940 rBV 226047 394209 24.18% 2.406%
29 10.864 2957 2962 2970 rVB3 13202 17255 1.06% 0.105%

30 10.954 2970 2990 3013 rVB4 221958 515935 31.65% 3.149%

31 11.083 3020 3030 3041 rBV3 60287 103263 6.34% 0.630%
32 11.137 3041 3047 3058 rVB5 15928 25672 1.57% 0.157%
33 11.340 3099 3110 3119 rVv2 29403 49044 3.01% 0.299%
34 11.417 3119 3134 3151 rBV6 106670 281278 17.26% 1.717%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 11.539 3162 3172 3182 rVB4 25903 40540 2.49% 0.247%
36 11.652 3197 3207 3212 rBV6 44487 80604 4_.95% 0.492%
37 11.828 3250 3262 3276 rVB 814811 1316173 80.75% 8.032%
38 12.028 3315 3324 3331 rBV6 29758 52872 3.24% 0.323%

39 12.086 3332 3342 3359 rvv4 77873 197089 12.09% 1.203%
40 12.208 3362 3380 3402 rVB 662084 1208482 74.14% 7.375%

41 12.433 3444 3450 3458 rVB6 31071 45575 2.80% 0.278%
42 12.481 3459 3465 3480 rVB6 18977 37766 2.32% 0.230%
43 12.697 3524 3532 3534 rBVS 13579 17594 1.08% 0.107%
44 12.828 3559 3573 3575 rBV9 11220 21405 1.31% 0.131%
45 13.176 3677 3681 3696 rVB9 13405 23356 1.43% 0.143%
46 13.256 3696 3706 3716 rBV7 19810 37345 2.29% 0.228%
47 14.484 4075 4088 4096 rBvV4 18070 36148 2.22% 0.221%
48 15.089 4264 4276 4285 rBV9 14350 28148 1.73% 0.172%
49 15.372 4354 4364 4376 rBV3 30725 54523 3.35% 0.333%
50 15.452 4380 4389 4395 rBV6 16509 30068 1.84% 0.183%
51 15.497 4396 4403 4417 rVB3 36694 64028 3.93% 0.391%
52 15.626 4430 4443 4453 rBvV4 25674 48002 2.94% 0.293%
53 16.169 4600 4612 4624 rVB4 12449 27957 1.72% 0.171%

54 17.430 4991 5004 5018 rBV2 106667 236085 14.48% 1.441%

Sum of corrected areas: 16386339
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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 U\DATA\VUO060520\
VU038606.D

06 Jun 2020 08:10

SY/MD

L2910-13

25_0mL/MSVOA U/WATER

4 Sample Multiplier: 1

TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Abundance

800000

600000

400000

200000

0

TIC: VU038606.D

2.58

4.66

5.09

5.75

6.28

6.7:

Time-->

T
3.50 4.00

4.50

Abundance

800000

600000

400000

200000

04
Time-->

7.00

TIC: VU038606.D

9.44

7.92

7.59

8.20

8.44

7.50 8.00 8.50 9.00 9.50

10.720.95

11.00

11.50

12.

Abundance

800000

600000

400000

200000

04
Time-->

139381270 53

12.50

TIC: VU038606.D

1318826 14.48

13.00 13.50 14.00 14.50 15.00

15.00 1518%88.63

15.50

16.17

16.00

17.43

16.50 17.00

17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 2

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

4.84 1.46 ug/L 303477 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 90
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 1089 (4.842 min): VU038606.D (-1074) (-) m/z 43.00 100.00%
43 ?
5000
T 7F77 a8 4.60 4.80 5.00 5.20
rttr ittt m/z 61.00 15.26%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000 R RS S IS S
460 4.80 5.00 5.20
0,
29 61 1 m/z 45.00 14 .84%
R L s | 88
LRI LR FUELL LN SR UL LI SR SURLLEN FULELLN U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
460 480 500 520
5000 m/z 70.10 13.05%
29 61 4o
M N AR - NN S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate SN 5 OO A N—
43 460 480 500 520

m/z 41.95 6.01%

5000
29 61 70
5 s | s B8
o e e e e

m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\

VU038606.D

06 Jun 2020 08:10

SY/MD

L2910-13

25.0mL/MSVOA U/WATER

4 Sample Multiplier: 1

d

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 8

Peak Number

2 Diethyl sulfide

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

6.59 0.51 ug/L 106615 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfide 90 C4H10S 000352-93-2 94
2 Diethvl sulfide 90 C4H10S 000352-93-2 91
3 Diethvl sulfide 90 C4H10S 000352-93-2 90
4 Diethvl sulfide 90 C4H10S 000352-93-2 90
5 Propane, 2-(methylthio)- 90 C4H10S 001551-21-9 50

Abundance Scan 1633 (6.591 min): VU038606.D (-1626) (-) m/z 74.95 100.00%
75 %
47 62
5000
41 56||| 6.20 6.40 6.60 6.80 7.00
e o o T 1 m/z 90.05 78.93%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2331: Diethyl sulfide
75
47 90
5000 61 SRR ARERE AR SR
29 6.20 6.40 6.60 6.80 7.00
m/z 47.05 56.42%
‘ 35 41
/I H..,M.H et 89
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
i T % AR ARERE AR SR
27 61 6.20 6.40 6.60 6.80 7.00
5000 m/z 62.00 55.02%
35 41
15 55 69
e L S UL SR SIS UL SULILI S UL SULLN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2333: Diethyl sulfide
47 75 6.20 6.40 6.60 6.80 7.00
27 90 m/z 60.95 49 _.26%
61
5000
35
o1 15 Ll eyl e |
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 Thiophene, tetrahydro-3-met... Concentration Rank 4

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

9.85 1.24 ug/L 319727 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro-3-methvl- 102 C5H10S 004740-00-5 97
2 Thiophene. tetrahvdro-2-methvl- 102 C5H10S 001795-09-1 47
3 1-Butene. 1-(methvlthio)-. (2)- 102 C5H10S 017414-15-2 43
4 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 43
5 2-Methyl-3-(methylthio)-1-propene 102 C5H10S 052326-10-0 38

Abundance Scan 2647 (9.851 min): VU038606.D (-2633) (-) m/z 102.10 100.00%
0 142
87
5000 41 “
; 6
T| 53| | ||T | 9.60 9.80 10.00 10.20
o 1 V1 TN O A PSRN YO 1 1 R m/z 60.00 79.57%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4365: Thiophene, tetrahydro-3-methyl-
60 102
41
5000 - a4 g7
9.60 9.80 10.00 10.20
T % ‘ GT m/z 87.00 53.23%
5
o N | 1 R -+ S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
87
9.60 9.80 10.00 10.20
5000 102 m/z 74.00 50.55%
41 59 74
. 15 21 o 47 53 67
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4367: 1-Butene, 1-(methylthio)-, (2)-
87 102 9.60 9.80 10.00 10.20
m/z 41.00 45 .65%
45
5000 55
27 39
0..,....,....,?:.3..,....,....?%...Tl....,....,....,....,..
m/z--> 10 20 30 40 50 60 70 8 90 100 110 9.60 9.80 10.00 10.20

SOMUTRO53120WMA .M Mon Jun 08 14:18:01 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 2H-Thiopyran, tetrahydro-3-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.95 1.96 ug/L 515935 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Thiopvran. tetrahvdro-3-methvl- 116 C6H12S 005258-50-4 94
2 2H-Thiopvran. tetrahvdro-4-methvl- 116 C6H12S 005161-17-1 94
3 2H-Thiopvran-3(4H)-one. dihvdro- 116 C5H80S 019090-03-0 45
4 Cvclopentanethiol. 2-methvl-. tr... 116 C6H12S 001638-93-3 38
5 cis-2,3-Dimethylthiophane 116 C6H12S 005161-77-3 38
Abundance Scan 2989 (10.951 min): VU038606.D (-2970) d()-) m/z 101.10 100.00%
101
116
5000 a1 o7
55
‘ “‘F8 ‘H‘ .78 82 10.60 10.80 11.00 11.20
RN <111 PR - N PR P m/z 116.05 75.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8244: 2H-Thiopyran, tetrahydro-3-methyl-
41 101
116
5000 69
27 61 10.60 10.80 11.00 11.20
m/z 67.10 52 .05%
o o
N e - 1| 1 A R PR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
41 101 116
27 55 87
10.60 10.80 11.00 11.20
5000 - m/z 40.95 50.67%
74
1 15 34 || 48 89

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8063: 2H-Thiopyran-3(4H)-one, dihydro-

10.60 10.80 11.00 11.20
m/z 69.10 39.92%

5000

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\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 Trans-2,5-dimethylthiane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 1.07 ug/L 281278 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trans-2.5-dimethvithiane 130 C7H14S 1000215-06-8 91
2 Cis-2.5-dimethvlthiane 130 C7H14S 1000215-06-6 90
3 cis-2.4-Dimethvilthiane 130 C7H14S 061568-43-2 89
4 trans-2.4-Dimethvlthiane 130 C7H14S 061568-42-1 60
5 Trans-2,3-dimethylthiane 130 C7H14S 1000215-06-9 60
Abundance Scan 3135 (11.420 min): VU038606.D (-3119) (-) m/z 115.05 100.00%
115
41 > 101 130

87

11.20 11.40 11.60 11.80
| 95 109

-.'.',.|'.!I,..-!'.',!-...,.'.-..,...!,':...,. m/z 55.10 73.84%
80 90 100 110 120 130 140

5000 74 81

lmlﬂlTl |

h
th
mz-> 30 40 50 60 70

Abundance #13592: Trans-2,5-dimethylthiane
41
115
55
81 130
5000 74
1 67 101 11.20 11.40 11.60 11.80
ar ‘ ‘ ‘ 87 ‘ m/z 41.00 69.97%
0 .,....,M.,w‘llh,..ui,.‘...,M..‘a,.?f’*.,l...,...‘.,....,u...,.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 115
55
130 11.20 11.40 11.60 11.80
5000 81 101 m/z 130.10 65.40%
75
47 61 69
87
95
O LI o o o o e o e R E R R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13586: cis-2,4-Dimethylthiane R B EaE B L
115 11.20 11.40 11.60 11.80
m/z 101.00 64 .52%
55 81 130
5000 101
69
1 75
(R
0.,.”.,.”.,JHl,.nhyj”.,N”M,.ﬂhlN”.,.JH,”..NM..“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80

SOMUTRO53120WMA .M Mon Jun 08 14:18:03 2020 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.09 0.75 ug/L 197089 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 53
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 42
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 38

Abundance Scan 3343 (12.089 min): VU038606.D (-3332) (-) m/z 57.05 100.00%

57
5000

11.80 12.00 12.20 12.40

0 m/z 41.00 48_.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 LA L L L L L L
43 11.80 12.00 12.20 12.40
29 70 g3 m/z 55.05 38.93%
18 ‘ L ‘ | \“ ‘\ % 1:!'2
O T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
R REREEREEEE R
11.80 12.00 12.20 12.40
5000 a1 m/z 42.95  28.40%
29
70 83
o 15 98 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13669: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 70.00 25.35%
5000 41
70
29 ‘ ‘ 83
98
o N WO OO " N
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\VU060520\
Data File : VU038606.D

Aca On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 4 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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.43 0.90 ug/L 236085 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 97
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 95
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 94
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
5 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 91
Abundance Scan 5004 (17.430 min): VU038606.D (-4991) (-) m/z 219.25 100.00%
219
5000 /\\
91 2 1700 1720 17.40 17.60
77 115 131145159 175 191
o...,....,...'.|,..'.-.'-,.."..,l.l..'.",.l.-'.-.,.--...}....,....,29?..~,l...l.,....,...??.1.. m/z 234.30  19.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 UL SUALEL BRI
234 1700 17,20 17.40  17.60
57 m/z 57.05 18.56%
o gﬂ‘m%mmmimmmm\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40  17.60
5000 m/z 220.30 17.71%
234
191
41 57 2291 115 137 150175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6—bis(l,l—dimethylethyl)—4—9thy|— AT 1T Lo
219 1700 1720 17.40  17.60
m/z 40.95 13.06%
5000
234
0 T i o g | |
miz--> "'z'd"ﬁ'd"éb'"éb’"idb' T T 1 1 250 350 530 20 Mo | 170 1720 17 1760
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060520\
Data File : VU038606.D

Acq On : 06 Jun 2020 08:10

Operator : SY/MD

Sample : L2910-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 4 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 1.5 ug/L 303477 1 6.28 1037370 5.0
Diethyl sulfide 6.59 0.5 ug/L 106615 1 6.28 1037370 5.0
Thiophene, tetrah... 9.85 1.2 ug/L 319727 2 9.44 1293060 5.0
2H-Thiopyran, tet... 10.95 2.0 ug/L 515935 3 11.83 1316170 5.0
Trans-2,5-dimethy... 11.42 1.1 ug/L 281278 3 11.83 1316170 5.0
1-Hexanol, 2-ethyl- 12.09 0.8 ug/L 197089 3 11.83 1316170 5.0
Phenol, 2,6-bis(1... 17.43 0.9 ug/L 236085 3 11.83 1316170 5.0
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