LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 19 rBvV 40996 42950 2.87% 0.324%
2 1.613 73 85 93 rBv 103980 130957 8.74% 0.987%
3 1.665 95 101 108 rVvv2 25208 34362 2.29% 0.259%
4 1.932 176 184 197 rVB 87878 111845 7.47% 0.843%
5 2.591 378 389 406 rBV 182641 308748 20.61% 2.327%
6 2.674 406 415 434 rVB 11165 29065 1.94% 0.219%
7 4.674 1020 1037 1074 rBvV 200166 584670 39.03% 4_.407%
8 4.845 1077 1090 1115 rvB2 93172 216133 14.43% 1.629%
9 5.102 1150 1170 1187 rBV 192301 422492 28.20% 3.184%
10 5.423 1251 1270 1288 rBV2 22715 50760 3.39% 0.383%
11 5.758 1353 1374 1388 rBv2 374180 995216 66.43% 7.501%
12 5.829 1389 1396 1421 rVB 39290 78716 5.25% 0.593%
13 6.279 1520 1536 1557 rBV 374918 715718 47.77% 5.395%
14 6.594 1621 1634 1647 rVB4 22851 43880 2.93% 0.331%

15 6.722 1655 1674 1691 rBV 241939 470862 31.43% 3.549%

16 6.822 1691 1705 1720 rVB3 23398 46010 3.07% 0.347%
17 7.591 1930 1944 1963 rBvV2 129772 233910 15.61% 1.763%
18 7.922 2028 2047 2064 rBvV 447928 783654 52.31% 5.907%
19 8.201 2120 2134 2147 rBV2 78506 132371 8.84% 0.998%
20 8.439 2199 2208 2217 rBV5 9181 16022 1.07% 0.121%

21 8.655 2260 2275 2306 rBvV 825952 1498130 100.00% 11.292%
22 9.436 2504 2518 2550 rBV 543368 916870 61.20% 6.911%
23 9.844 2632 2645 2656 rBV 226130 401491 26.80% 3.026%
24 10.295 2771 2785 2797 rBvV4 57503 105419 7.04% 0.795%
25 10.378 2797 2811 2821 rVV3 93931 171129 11.42% 1.290%

26 10.439 2821 2830 2849 rVvVv 111709 197782 13.20% 1.491%
27 10.770 2914 2933 2938 rBV 232001 421735 28.15% 3.179%

28 10.860 2954 2961 2968 rVB2 29317 39687 2.65% 0.299%
29 10.906 2968 2975 2979 rVV6 24570 36085 2.41% 0.272%
30 10.951 2979 2989 3006 rVB6 203367 450189 30.05% 3.393%
31 11.131 3037 3045 3057 rVB6 19025 31820 2.12% 0.240%
32 11.272 3079 3089 3098 rBV6 14561 27053 1.81% 0.204%
33 11.336 3099 3109 3118 rVv2 53444 89430 5.97% 0.674%

34 11.414 3118 3133 3149 rVB6 138948 367985 24.56% 2.774%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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\SOMUTRO053120WMA .M
Title - TRACE VOA SOMO1.0

35 11.536 3160 3171 3180 rBV 27977 44305 2.96% 0.334%
36 11.590 3180 3188 3196 rBV7 12034 20706 1.38% 0.156%
37 11.648 3196 3206 3211 rBV6 43584 80947 5.40% 0.610%
38 11.822 3248 3260 3271 rBV 630362 999835 66.74% 7.536%
39 12.024 3312 3323 3330 rVV5 35668 68522 4._.57% 0.516%

40 12.082 3331 3341 3355 rVv4 70993 169170 11.29% 1.275%

41 12.201 3359 3378 3399 rVB 540895 1063806 71.01% 8.018%

42 12.391 3430 3437 3442 rBVS 14309 23099 1.54% 0.174%
43 12.430 3443 3449 3457 rVB6 29357 44908 3.00% 0.338%
44 12.687 3522 3529 3533 rBVS 15148 23225 1.55% 0.175%
45 12.828 3559 3573 3576 rBV10 13381 26686 1.78% 0.201%
46 12.970 3606 3617 3620 rBV10 12163 21697 1.45% 0.164%
47 13.166 3672 3678 3692 rVB10 23565 44243 2.95% 0.333%
48 14.278 4014 4024 4036 rBV10 8855 18755 1.25% 0.141%
49 14.468 4075 4083 4091 rBV10 10161 16830 1.12% 0.127%
50 15.073 4258 4271 4282 rVBS8 19601 35389 2.36% 0.267%
51 15.352 4348 4358 4368 rBVS 25355 42312 2.82% 0.319%
52 15.436 4375 4384 4390 rBVS 12367 21587 1.44% 0.163%
53 15.481 4390 4398 4411 rVB3 25388 45730 3.05% 0.345%
54 15.603 4427 4436 4448 rBV3 20583 34031 2.27% 0.256%

55 17.384 4979 4990 5007 rVB2 116600 218527 14.59% 1.647%

Sum of corrected areas: 13267456
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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\VUO060620\
Vu038622.D

06 Jun 2020 17:16

SY/MD

L2910-15

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU038622.D
800000
600000
400000 5.76 6.28
6.7
200000 2.59 4.67 5.10
1.61 1.93 4.84
37 JL.66 > 67 5.42 83 6.5
= 71— Y N
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: VU038622.D
800000 8l65
11.82
600000
9.44 12,
7.92
400000
0.84 10.77
200000 10.95 i
7.59 -
8.20 1019- 4 1 o 12.0
582 /\ B.44 \\ I\ 10651 11 19 77 (145 12
o S e o AUV VA R Av At S A AL
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: VU038622.D
800000
600000
400000
200000
17.38
15243 1260 13.17 15.07 155,48.60
LB e o 1500 S5 _
e e A e N e e e e e e e A 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
SOMUTRO53120WMA.M Mon Jun 15 06:28:56 2020 Page: 3




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 1.51 ug/L 216133 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 78
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): VU038622.D (-1077) (-) m/z 43.00 100.00%
43.0
5000 /L
S oo IR 4k sh0 520

St W S .. m/z 45.00 14.26%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43.0

5000 e
4.60 4.80 5.00 5.20

m/z 61.00 14 _.23%

61.0
15.0 29.0 | | 70.0 88.0
S ANV ISt S ey A
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43.0
e
460 4.80 5.00 5.20
5000 m/z 70.00 12 .25%
29.0 61.0
15.0 N (L o 88.0
T e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate s AaaamE AV
43.0 460 480 500 5.20

m/z 42.00 7.54%

5000
150 29‘.0 | 61‘-0 70.0 88.0
...,..‘..,...‘.,....,la..,....,....l.‘...,...l,....

m/z--> 10 20 30 40 50 60 70 80 90 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 : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 2

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

9.84 2.19 ug/L 401491 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 49
3 2-Thiazolamine. 4.5-dihvdro- 102 C3H6N2S 001779-81-3 43
4 Thietane. 2.4-dimethvl- 102 C5H10S 043044-24-2 38
5 Thiophene, tetrahydro-2-methyl- 102 C5H10S 001795-09-1 38

Abundance Scan 2644 (9.841 min): VU038622.D (-2632) (-) m/z 102.10 100.00%
60.0 102.1
740 870
5000 41.0
sall il ] | " '9.60 9.80 10.00 10.20
S — P et T '.'..,'.'.~..,..=.,...':':":..,.. m/z 60.00 81.70%
m/z--> 10 20 30 40 50 60 80 90 100 110
Abundance #4365: Thiophene, tetrahydro 3-methyl-
60.0 102.0
41.0
5000 740 570 LR R IR I B
9.60 9.80 10.00 10.20
‘ M ‘ m/z 74.00 53.08%
|||||]|-8|.|O|||!| IIII |“ﬂ||I|||I|||||||||I||||||||I=|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4202: 2-Thiazolamine, 4,5-dihydro-
102.0
60.0
9.60 9.80 10.00 10.20
5000 m/z 87.00 53.00%
43.0
28.0
180 ‘ ‘u ‘ [, 74\.'0 84.0 Iy
miz--> b % %0 4 % 60 7 8 % 10 1o
Abundance #4200. 2-Thiazolamine, 4,5-dihydro-
102.0 9.60 9.80 10.00 10.20
m/z 41.00 49_20%
60.0
5000
28.0
15.0 | . m\‘ M ‘ 74\.0 84.0 l
m/z--> 10 20 30 40 50 éo 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 : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 cis-2,3-Dimethylthiophane Concentration Rank 10

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

10.29 0.57 ug/L 105419 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2.3-Dimethvlthiophane 116 C6H12S 005161-77-3 90
2 trans-2.3-DimethvIlthiophane 116 C6H12S 005161-78-4 89
3 Thiazole. 4.5-dihvdro-4-methvl-2... 116 C4H8N2S 010416-81-6 49
4 trans-2-Ethvl-3-methvlthiophane 130 C7H14S 061568-36-3 45

5 1,3,4-Thiadiazol-2-amine

101 C2H3N3S

004005-51-0 45

Abundance Scan 2784 (10.291 min): VU038622.D (-2771) (-)
1001.1
116.1
5000 411 59.0 74.0
130.1
..J,Lhﬂ%gliu.menm.ﬂgqo,..mhh.” e I
m/z--> 30 40 50 60 70 8 90 100 110 120 130
Abundance #8233: cis-2,3-Dimethylthiophane
101.0
41.0
5000 116.0
59.0 74.0
ool i Ll 50
..iPHﬁ%QIH L.”HJ.H,WuuM....Jn..,”nn,”..,.”.,
m/z--> 30 40 50 60 70 8 90 100 110 120 130
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
5000 41.0 116.0
90 740
88.0
,....,...5.?'9...,....,....,....,....,....,....,....,....,
m/z--> 30 40 50 60 70 80 90 100 110 120 130

Abundance

5000 43.0

#7986: Thiazole, 4,5-dihydro-4-methyl-2-amino-

101.0

59.0 4.0
L

88.0

116.0

m/z--> 30 40

50 60 70 80 90 100 110

120 130

m/z 101.10 100.00%

10.00 10.20 10.40 10.60

m/z 116.10 51.67%

(.

10.00 10.20 10.40 10.60

m/z 41.10 45.61%

10.00 10.20 10.40 10.60

m/z 74.00 39.73%

10.00 10.20 10.40 10.60

m/z 59.00 38.37%

10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 trans-2,3-Dimethylthiophane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.38 0.93 ug/L 171129 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-DimethvIthiophane 116 C6H12S 005161-78-4 93
2 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 93
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 86
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 64
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 64
Abundance Scan 2812 (10.381 min): VU038622.D (-2797) (-) m/z 101.10 100.00%
101.1
116.1
5000
41.0 500 740
| 50,9 | ||| | | 88.0 10.00 10.20 10.40 10.60
SRt N 22 S P SN ov s N TR m/z 116.10 55.65%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101.0
A
5000 41.0 116.0 LA SRR BN BARRR
59.0 10.00 10.20 10.40 10.60
‘ 740 m/z 41.00 34.49%
88.0
..,”..“..L:Jﬁ%gL!h”.bpinwwuﬂl.”.,h..“.ww..”
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8233: cis-2,3-Dimethylthiophane
101.0
41.0 10.00 10.20 10.40 10.60
5000 116.0 m/z 74.00 29.88%
59.0 74.0
I
..,”..“..qwlﬁ%gmlmu.Mpu.wwuﬂ,.”.,h..“.mw..”
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8251: Thiophene, tetrahydro-2,5-dimethyl-, trans- e e
101.0 10.00 10.20 10.40 10.60
m/z 58.95 27.26%
5000 59.0 116.0
a7 410 74.0
..,”..“..w..ﬁ?Pn.,”..“..w.???.”.,”..“..w..”
m/z--> 20 30 40 50 60 70 8 90 100 110 120 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 Thiazole, 4,5-dihydro-4-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.44 1.08 ug/L 197782 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-2.3-Dimethvlthiophane 116 C6H12S 005161-78-4 95
2 cis-2.3-Dimethvithiophane 116 C6H12S 005161-77-3 93
3 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-13-7 87
4 Thiophene. tetrahvdro-2.5-dimeth... 116 C6H12S 005161-14-8 87
5 Thiazole, 4,5-dihydro-4-methyl-2_... 116 C4H8N2S 010416-81-6 64
Abundance Scan 2830 (10.439 min): VU038622.D (-2821) (-) m/z 101.05 100.00%
101.1
5000 116.1
41.0 59.0
| | 5 ]1 | hl | 88|-1 10.20 10.40 10.60 10.80
..“..w..”,.'- ." L '.,:u”,.”J,h..“:.w..” m/z 116.10 50.15%
m/z--> 20 30 70 80 90 100 110 120
Abundance #8235. trans 2,3-Dimethylthiophane
101.0
5000 41.0 116.0
59.0 10.20 10.40 10.60 10.80
‘ 740 m/z 58.95 32.08%
88.0
S |509:|”|| |I.| .|‘:.'.‘!|....|!'...|..'..|....
m/z--> 20 30 40 60 70 80 90 100 110 120
Abundance #8233. cis-2,3-Dimethylthiophane
101.0
41.0 ) ib'éo' 10.40 10.60 10.80
5000 116.0 m/z 41.00 27.18%
59.0 74.0
‘ ‘ ‘ 88.0
..,”..“..qwlﬁ%gmlm..Mpu.ww.ﬂ,.”.,h..“.nw..”
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8250: Thiophene, tetrahydro-2,5-dimethyl-, cis-
101.0 10.20 10.40 10.60 10.80
m/z 74.00 23.41%
5000 50.0 116.0
270 410 74.0 '
m/z--> 20 30 40 50 60 70 80 90 100 110 120 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060620\
Data File : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 2H-Thiopyran, tetrahydro-3-... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.95 2.25 ug/L 450189 1,4-Dichlorobenzene-d4 11.82
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 trans-2.3-Dimethvithiopnhane 116 C6H12S 005161-78-4 50
4 2H-Thiopvran. tetrahvdro-2-methvl- 116 C6H12S 005161-16-0 43
5 Allylthiourea 116 C4H8N2S 000109-57-9 43
Abundance Scan 2989 (10.951 min): VU038622.D (-2979) (-) m/z 101.10 100.00%
101.1 116.1
67.0
41.0
5000
55.0
82.0
Hl ||‘ | | | 10.60 10.80 11.00 11.20
e e o ot Tz 116.10  88.74%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8244: 2H-Thiopyran, tetrahydro-3-methyl-
41.0 101.0
116.0
5000 27.0 69.0
55.0 10.60 10.80 11.00 11.20
‘ 87.0 m/z 67.05 68.38%
15.0 | | '
..EPH.P.”,”:i.”=ﬂnurh!i=”!wm”pLJ“.”.Hu”,”u“.”.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8247: 2H-Thiopyran, tetrahydro-4-methyl-
41.0 670 101.0 116.0
27.0 55.0 .
10.60 10.80 11.00 11.20
5000 m/z 41.00 53.66%
82.0
Ny
...1,'9...,....,....,..‘.:H‘..:i‘am‘l l‘.‘.H‘.H‘..,‘.‘.‘.‘.,....,l‘...,..‘ e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8235: trans-2,3-Dimethylthiophane
101.0 10.60 10.80 11.00 11.20
m/z 61.00 44 _67%
5000 41.0 116.0
%90 740
Lo %o
”.“.”,”.w.”.“.”iuﬂwﬂwlﬂ.uuMuWWmﬁp.”,h.w.mup.”
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 : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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

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 8 Cis-2,5-dimethylthiane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.41 1.84 ug/L 367985 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-2.5-dimethvithiane 130 C7H14S 1000215-06-6 86
2 cis-2-EthvIl-3-methvlthiophane 130 C7H14S 061568-37-4 83
3 trans-2-EthvIl-3-methvithiophane 130 C7H14S 061568-36-3 81
4 Trans-2.3-dimethvlthiane 130 C7H14S 1000215-06-9 70
5 2H-Thiopyran, tetrahydro-2-methyl- 116 C6H12S 005161-16-0 64

Abundance Scan 3132 (11.410 min): VU038622.D (-3118) (-) m/z 115.05 100.00%
115.1
41.0 55.0 130.1
5000 81.0 101.0
M|I N|I%N ‘ 11.00 11.20 11.40 11.60 11.80
UREITTTEC a1 TR P VTN PR | PRI PR m/z 130.10 65.47%
m/z--> 50 70 80 90 100 110 120 130 140
Abundance #13585: Cis-2,5-dimethylthiane
41.0 115.0
55.0
5000 81. 010 130.0 R AL UL & VAL 2 M A
60.0 101. 11.00 11.20 11.40 11.60 11.80
‘ ‘ m/z 55.05 63.29%
||||| |||||| |||| | I| I| || ..!‘.|!‘...|...'.|....‘|'....|.
m/z--> 30 70 100 110 120 130 140
Abundance #13597. cis-2- EthyI 3- methylthiophane
101.0
11.00 11.20 11.40 11.60 11.80
5000 m/z 41.00 60.56%
41.0
56.0 130.0
ol L LD so | wse
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13598: trans-2-Ethyl-3-methylthiophane
101.0 11.00 11.20 11.40 11.60 11.80
m/z 100.95 51.67%
5000
41.0 56.0 o 130.0
m/z--> 30 40 50 60 70 8 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 : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 9 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.08 0.85 ug/L 169170 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvI-2-(4-methvlpentvlcvclop... 182 C13H26 219726-60-0 14
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 14
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 14
4 Ethvl propionvlacetate 144 C7H1203 004949-44-4 14
5 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 14
Abundance Scan 3340 (12.079 min): VU038622.D (-3331) (-) m/z 57.05 100.00%
57.0
5000 41.0
70.1 83.1 115.1
| 129.1 144.1 11.80 12.00 12.20 12.40
P e m/z 55.05 42 .04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #47300: 1-Ethyl-2-(4- methylpentyl)cyclopentane
58.0 83.
41.0
70.0
5000 LR SN UL ML B
27.0 11.80 12.00 12.20 12.40
‘ H 112.0 m/z 40.95 41.06%
97.0 '
”%ﬁﬂl”'L”'WJh'”'h'“M“L“P”'P'LP'“I””I””I”'W”'W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
11.80 12,00 12.20 12.40
5000 m/z 42.95 30.77%
43.0
29.0 ‘ 70.0 83.0 %60
"|%?;9|"J““"'Hl"'v'L'l"'Jl“"l'h"|"'“"'%}?'9'v"'|""|“"l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0 11.80 12.00 12.20 12.40
m/z 115.10 23 .55%
5000 41.0
70.0
29.0 ‘ 830 56.0
"I%?'gl"'ﬁ""l""P"'I""I”"I'"'I"'W"'%}?'Q'P"'I""I”"I"
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 : VU038622.D

Aca On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 10 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.09 ug/L 218527 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 94
2 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 92
3 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 90
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 87
Abundance Scan 4989 (17.381 min): VU038622.D (-4979) (-) m/z 219.30 100.00%
219.3
5000 /\
57.0 LA B e
91.1 115.1 159.2 191.2 | 670 17.00 17.20 17.40
”w.”wtnh.mm.meJﬂ'an”ﬂ”A b e e S e m/z 57.05 19.11%
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-
219.0
5000 L L SR BLALEL A B
17.00 17.20 17.40
57.0 m/z 234.30 17.94%
29.0 | .| 880 1190 1590 1910
s 3 0o B w00 1a Tk 50 185 300 50 3k 3 R
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219.0
1700 17.20 17.40
5000 m/z 220.30 16.57%
280 | 880 1190 1590 19%0 |
| N L A
m/z--> 20 40 eb éo 160 120 150 160 1é0 200 220 250 260 280
Abundance #89225: Phenol, 2,6-his(1,1-dimethylethyl)-4-ethyl- P
219.0 17.00 17.20 17.40

m/z 41.00 12 .60%

5000
57.0
- ﬁ " ‘?1?013701590 1910 ‘
...,.”.,....,....,....,....,...w.... S i REN S S

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 : VU038622.D

Acq On : 06 Jun 2020 17:16

Operator : SY/MD

Sample : L2910-15

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 1.5 ug/L 216133 1 6.28 715718 5.0
Thiophene, tetrah... 9.84 2.2 ug/L 401491 2 9.44 916870 5.0
cis-2,3-Dimethylt... 10.29 0.6 ug/L 105419 2 9.44 916870 5.0
trans-2,3-Dimethy... 10.38 0.9 ug/L 171129 2 9.44 916870 5.0
Thiazole, 4,5-dih... 10.44 1.1 ug/L 197782 2 9.44 916870 5.0
2H-Thiopyran, tet... 10.95 2.3 ug/L 450189 3 11.82 999835 5.0
Cis-2,5-dimethylt._.. 11.41 1.8 ug/L 367985 3 11.82 999835 5.0
unknown-01 12.08 0.8 ug/L 169170 3 11.82 999835 5.0
Phenol, 2,6-bis(1... 17.38 1.1 ug/L 218527 3 11.82 999835 5.0
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