LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 rVB 178216 173867 12.95% 1.156%
2 1.610 56 84 92 rBv 117756 183890 13.70% 1.223%
3 1.932 176 184 198 rVB 88269 117064 8.72% 0.778%
4 2.594 375 390 406 rBV 190573 328452 24_.47% 2.184%
5 2.668 406 413 429 rvB4 6814 17516 1.30% 0.116%
6 3.073 532 539 550 rVBY 8086 16174 1.20% 0.108%
7 4.674 1019 1037 1077 rBvV 175807 523682 39.01% 3.482%
8 4.845 1077 1090 1112 rVB 73906 172247 12.83% 1.145%
9 5.102 1154 1170 1188 rBV 183080 400989 29.87% 2.666%
10 5.423 1258 1270 1286 rBV3 19989 44654 3.33% 0.297%

11 5.671 1332 1347 1357 rBV3 45598 101727 7.58% 0.676%
12 5.758 1357 1374 1390 rBV2 350954 903693 67.32% 6.008%

13 6.054 1455 1466 1480 rvVvB2 18848 39006 2.91% 0.259%
14 6.279 1517 1536 1561 rBV 348972 676273 50.38% 4._.496%
15 6.584 1615 1631 1644 rBvV 7480 18552 1.38% 0.123%
16 6.722 1658 1674 1701 rBV 226381 464490 34.60% 3.088%
17 7.102 1777 1792 1801 rBv4 10012 19058 1.42% 0.127%
18 7.259 1831 1841 1858 rVB7 14458 27197 2.03% 0.181%
19 7.591 1928 1944 1971 rBV 122184 234102 17.44% 1.556%
20 7.819 2007 2015 2027 rVB2 7957 14701 1.10% 0.098%
21 7.922 2027 2047 2079 rBvV 426576 812948 60.56% 5.405%
22 8.063 2079 2091 2098 rvv2 20750 39270 2.93% 0.261%
23 8.121 2098 2109 2120 rVBS8 13499 33801 2.52% 0.225%
24 8.201 2120 2134 2144 rBV 76800 133461 9.94% 0.887%
25 8.266 2144 2154 2171 rVB5 30531 65106 4._.85% 0.433%
26 8.430 2196 2205 2216 rVB3 55614 89579 6.67% 0.596%
27 8.655 2259 2275 2307 rBV 716205 1342431 100.00% 8.925%
28 8.819 2316 2326 2345 rVB 16094 42625 3.18% 0.283%
29 8.944 2360 2365 2383 rVB7 7765 15164 1.13% 0.101%
30 9.092 2398 2411 2422 rBV6 8024 15791 1.18% 0.105%
31 9.282 2457 2470 2479 rBV3 10627 19822 1.48% 0.132%
32 9.436 2505 2518 2541 rBV 506452 880942 65.62% 5.857%
33 9.545 2542 2552 2564 rVB5 32479 59587 4._.44% 0.396%
34 9.706 2579 2602 2616 rVB4 27456 84837 6.32% 0.564%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 9.844 2633 2645 2652 rBV3 41050 73611 5.48% 0.489%
36 9.886 2652 2658 2669 rVB3 30751 54769 4.08% 0.364%
37 10.070 2707 2715 2727 rVB 38542 66958 4_.99% 0.445%
38 10.291 2773 2784 2793 rBV6 27688 50457 3.76% 0.335%
39 10.352 2794 2803 2804 rVvVv 15697 17565 1.31% 0.117%
40 10.381 2805 2812 2822 rVV3 38208 66251 4.94% 0.440%
41 10.439 2822 2830 2839 rVv2 40713 63989 4.77% 0.425%
42 10.497 2839 2848 2855 rVV 86064 131754 9.81% 0.876%
43 10.539 2855 2861 2871 rVB 47981 72050 5.37% 0.479%
44 10.661 2891 2899 2908 rVB10 12275 20862 1.55% 0.139%
45 10.770 2916 2933 2953 rBVY 201038 406895 30.31% 2.705%
46 10.857 2953 2960 2968 rVV3 17806 26894 2.00% 0.179%
47 10.906 2968 2975 2981 rvVv4 16167 24540 1.83% 0.163%
48 10.954 2983 2990 3006 rVB4 15685 35920 2.68% 0.239%
49 11.079 3019 3029 3037 rBV5 10623 15896 1.18% 0.106%
50 11.333 3102 3108 3120 rVB6 17848 31156 2.32% 0.207%
51 11.426 3120 3137 3149 rBVS 33162 78464 5.84% 0.522%
52 11.532 3163 3170 3181 rVB9 10200 17702 1.32% 0.118%
53 11.623 3182 3198 3199 rBV2 69224 99402 7.40% 0.661%

54 11.655 3200 3208 3228 rVB 396794 671018 49.99% 4.461%
55 11.822 3248 3260 3273 rBV 575746 935430 69.68% 6.219%

56 11.957 3294 3302 3310 rBV3 14972 23315 1.74% 0.155%
57 12.021 3312 3322 3330 rVV3 28692 50124 3.73% 0.333%
58 12.105 3330 3348 3358 rVVv3 182181 354758 26.43% 2.359%
59 12.204 3358 3379 3406 rVB 513796 964449 71.84% 6.412%

60 12.333 3410 3419 3426 rBV6 11831 23187 1.73% 0.154%
61 12.385 3428 3435 3441 rBV6 17134 26108 1.94% 0.174%
62 12.452 3452 3456 3476 rVB4 34124 71946 5.36% 0.478%

63 12.590 3476 3499 3503 rBvV 83873 161535 12.03% 1.074%
64 12.622 3503 3509 3525 rVvVv 186230 303192 22.59% 2.016%

65 12.696 3526 3532 3542 rVVv2 19368 35494 2.64% 0.236%
66 12.770 3550 3555 3566 rVB5 25138 36301 2.70% 0.241%
67 12.828 3567 3573 3576 rBV6 14316 17815 1.33% 0.118%
68 12.954 3605 3612 3619 rBV6 15050 29279 2.18% 0.195%
69 13.137 3660 3669 3677 rBV3 47662 85011 6.33% 0.565%
70 13.269 3695 3710 3718 rBv4 36144 80467 5.99% 0.535%
71 13.349 3730 3735 3744 rVB2 38821 55395 4._.13% 0.368%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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

72 13.545 3788 3796 3808 rVB3 63956 104989 7.82% 0.698%
73 13.651 3823 3829 3846 rVB4 30401 60408 4 _50% 0.402%
74 13.764 3846 3864 3869 rBv4 25988 63639 4.74% 0.423%

75 13.812 3871 3879 3886 rvv4 54063 101254 7.54% 0.673%

76 13.848 3887 3890 3901 rVVv3 21938 39324 2.93% 0.261%
77 13.938 3902 3918 3920 rVV6 57714 129669 9.66% 0.862%
78 13.966 3921 3927 3938 rVB2 148486 242752 18.08% 1.614%

79 14.233 4002 4010 4019 rVB3 30009 49159 3.66% 0.327%
80 14.317 4030 4036 4048 rVB3 27080 43812 3.26% 0.291%
81 14.471 4076 4084 4092 rBV6 18291 27607 2.06% 0.184%
82 14.548 4101 4108 4119 rVB2 36414 59526 4._.43% 0.396%
83 14.658 4137 4142 4156 rVB10 12373 25165 1.87% 0.167%
84 14.912 4213 4221 4235 rVB2 45273 85534 6.37% 0.569%
85 14.989 4235 4245 4258 rBV2 9488 22038 1.64% 0.147%
86 15.066 4261 4269 4280 rVB2 14530 26045 1.94% 0.173%
87 15.208 4300 4313 4323 rBvV 81611 137113 10.21% 0.912%
88 15.314 4337 4346 4354 rBV10 12630 24480 1.82% 0.163%
89 15.465 4380 4393 4405 rBV3 61325 114471 8.53% 0.761%
90 16.166 4601 4611 4622 rVB5 7921 14022 1.04% 0.093%
91 16.449 4686 4699 4712 rBV2 35262 63013 4.69% 0.419%

92 17.384 4979 4990 5003 rBV 113502 214071 15.95% 1.423%

Sum of corrected areas: 15040748
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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\VU060420\

VU038559.D

04 Jun 2020 19:10

SY/MD

L2860-02

25.0mL/MSVOA U/WATER

11 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Ethane, 1,1-difluoro- Concentration Rank 6

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

1.37 1.29 ug/L 173867 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 9 (1.369 min): VU038559.D (-3) (-) m/z 50.95 100.00%
51
65
5000
47 L
29 44” 1.40 1.50 1.60 1.70 1.80
A A AR Lk ) R SR RS AEAR AR REAS) ARSI m/z 65.00 58.41%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65
1.40 1.50 1.60 1.70 1.80
o7 47 m/z 46.95 23.19%
2 121%19 247 35 44 |
ERARARS LA LAARA RRRLN RARRN NRRRN KAARS AN LA BRALN RARAE SRR NAARS RERRA RARRS SRRMN
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
o 140 150 1.60 1.70 1.80
5000 m/z 45.00 16.47%

47
27 31 40 44

WWWWWWWWWWWTWWWWWWT
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Abundance #365: Ethane, 1,1-difluoro-
51 1.40 150 1.60 1.70 1.80
m/z 46.00 6.78%
5000 65
47
21 31 44 62
T e e e e e B R e SRR R
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 2 Ethyl Acetate Concentration Rank 7

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

4.84 1.27 ug/L 172247 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 90
4 Ethvl Acetate 88 C4H802 000141-78-6 90
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 40

Abundance Scan 1089 (4.841 min): VU038559.D (-1077) (-) m/z 43.00 100.00%
43 ?
5000
| T 70 88 460 4.80 500 5.20
| S NN I ¢ AN S m/z 61.00 15.89%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000 RS S IR
4.60 4.80 5.00 5.20
0,
29 61 1 m/z 45.00 13.29%
s e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
'”'IA”'I'”'I'”'I'”
4.60 4.80 5.00 5.20
5000 m/z 70.10 12.71%
61
15 29 o 70 e a8
mz> 10 20 30 40 50 60 70 8 90
Abundance #2017: Ethyl Acetate MM M NSHMAPA® S

43 460 480 5.00 5.20
m/z 42.00 6.77%

5000
15 29 61 70
‘\\ ‘ | | 88
SRS S OV | Y Y R S N

\ 1L
m/z--> 10 20 30 40 50 60 70 80 90 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 (DEL) Alkane: Cyclic5.67 Concentration Rank 10

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

5.67 0.75 ug/L 101727 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 95
2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 90
3 1l-Hexene. 3-methvl- 98 C7H14 003404-61-3 52
4 1-Hexene., 3-methvl- 98 C7H14 003404-61-3 49
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43

Abundance Scan 1347 (5.671 min): VU038559.D (-1332) (-) m/z 56.10 100.00%
96
69 83
5000 41
‘I 50 | 77| 98 540 5.60 5.80 6.00
e e e e e et e e m/z 55.00 82.52%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56
41 69
83 N
5000 URRAE AR L LR S
27 5.40 5.60 5.80 6.00
m/z 69.10 73.29%
ot w sl e | e P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
56
a1 69 " 540 560 580 6.00
5000 a3 m/z 83.10 70.31%
27
50 63 77 98
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3320: 1-Hexene, 3-methyl-
55 540 5.60 5.80 6.00
41 69 m/z 41.00 47.24%
5000
27
83
eets gl ] p T %
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 17

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

8.43 0.51 ug/L 89579 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 87
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 80
3 Bicvclol3.1.01Thexane. 1.5-dimethvl- 110 C8H14 1000142-17-5 72
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 72
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 72

Abundance Scan 2205 (8.430 min): VU038559.D (-2196) (-) m/z 95.10 100.00%
95
5000
67 110
41 55 77 | 8.00 8.20 8.40 8.60 8.80
el e e L Tz 67.000 25.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #6004: Cyclopentene, 1,2,3-trimethyl-
95
5000 67
8.00 8.20 8.40 8.60 8.80
110 m/z 110.10 21.62%
27 3 55 77
"P%?W"”\”'jm%§ﬂh”'l”"P'”I'”'NA'W"”I'”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
95
8.00 8.20 8.40 8.60 8.80
5000 m/z 93.10 12 .85%
67
41 55 82 110
27 75 | 89
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #6031: Bicyclo[3.1.0]hexane, 1,5-dimethyl-
95 8.00 8.20 8.40 8.60 8.80
m/z 91.10 10.31%
67
5000
55
4l ‘ 82 110
'W"'W"'W"'LL"W”M'W'”'M"“”h"W”“lW"'W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.00 820 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Benzene, (2-methylpropyl)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.62 0.53 ug/L 99402 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
2 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 90
4 Benzene. butvl- 134 C10H14 000104-51-8 80
5 Tetracyclo[3.2.0.0(2,7).0(4,6)]h... 92 C7H8 000278-06-8 58
Abundance Scan 3197 (11.619 min): VU038559.D (-3182) (-) m/z 91.05 100.00%
o
5000
134
39 5 O 108 111 116126 11.40 11.60 11.80 12.00

el A3 TN L sz 92,10 53.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14850: Benzene, (2-methylpropyl)-
91
5000 ||||||||||||||||||||||/‘|
11.40 11.60 11.80 12.00
65 134 m/z 134.10 24 _17%
15 27 ¥ Sleg | T | 103 U5
T T T [ T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
e Ema e
11.40 11.60 11.80 12.00
5000 m/z 65.00 13.44%
134
43 65
15 27 51 58 77 103 115
mmﬂmmmﬁwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14849: Benzene, (2-methylpropyl)-
91 11.40 11.60 11.80 12.00
m/z 39.10 8.49%
5000
134
20 | Stss | 77 105 115 ‘
T T T e e R T R e R e R R p
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMUTRO53120WMA .M Fri Jun 05 18:45:42 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Benzene, 1l-methyl-4-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.59 ug/L 671018 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 91
2 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 90
3 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 90
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 90
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 86
Abundance Scan 3207 (11.651 min):vuo38559.|3(-3200) ) m/z 105.10 100.00%
105
5000
134 R A SRS AR AR
77
39 51 91 115 11.40 11.60 11.80 12.00
S - N O S [ L . BN By o 7 9 T M W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 L UL B SURR -fi/\
11.40 11.60 11.80 12.00
7 134 m/z 77.00 12.26%
15 27 3 5165 1 St 15 4y ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
11.40 11.60 11.80 12.00
5000 m/z 79.05 9.39%
77
15 27 39 Ol g3 oL 115 1
wwmmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105 11.40 11.60 11.80 12.00
m/z 106.10 8.95%
5000
77
g 27 %9 Sy || S ms M A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1140 11.60 11.80 12.00

SOMUTRO53120WMA .M Fri Jun 05 18:45:44 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Benzene, l-ethenyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.10 1.90 ug/L 354758 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 92
2 Benzene. 1-propenvl- 118 C9H10 000637-50-3 87
3 Indane 118 C9H10 000496-11-7 83
4 Indane 118 C9H10 000496-11-7 64
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
Abundance Scan 3347 (12.102 min): VU038559.D (-3330) (-) m/z 117.05 100.00%
117
5000
91 105
39 51 63 77 | 134 144 11.80 12.00 12.20 12.40
cerprrreprrerpreeeree i b el e el et | m/z 118.10  59.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8974: Benzene, 1-ethenyl-2-methy!-
1

/N
LI L L L Y L L L L

11.80 12.00 12.20 12.40
m/z 115.10 39.60%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 119.10 26.84%
91
15 27 39 51 63 77 103

mmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 ]\
Abundance #8949: Indane T A RRRR S EEEE S

11.80 12.00 12.20 12.40
m/z 105.10 25.21%

5000

AN
LI L L L L N B

T T 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

SOMUTRO53120WMA .M Fri Jun 05 18:45:45 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 Thiophene, 2,5-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.59 0.86 ug/L 161535 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.5-diethvl- 140 C8H12S 005069-23-8 81
2 Thiophene. 3.4-diethvl- 140 C8H12S 035686-14-7 74
3 Thiophene. 2-(1.1-dimethvlethvl)- 140 C8H12S 001689-78-7 64
4 2.3.4.5-Tetramethvlcvclopent-2-e... 140 C9H160 082061-20-9 64
5 Thiophene, 3-(1,1-dimethylethyl)- 140 C8H12S 001689-79-8 64
Abundance Scan 3499 (12.590 min): VU038559.D (-3476) (-) m/z 125.10 100.00%
125
5000 140
39 51 59 g7 77 9 101 11 12.20 12.40 12.60 12.80 13.00
rrrprrrrperr e At bbbl il e Tm/z 140.10 35.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18549: Thiophene, 2,5-diethyl-
125
5000
140 12.20 12.40 12.60 12.80 13.00
45 11 m/z 91.00 10.04%
g | 59 6971 g9 T |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
125
12.20 12.40 12.60 12.80 13.00
0
5000 140 m/z 126.10 9.92%
45
27 o 50 go 77 85 97
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18553: Thiophene, 2-(1,1-dimethylethyl)-
125 12.20 12.40 12.60 12.80 13.00
m/z 111.10 9.89%
5000
41 97 140
15 7 ;e 7P | w00
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 | | 12.20 12.40 12.60 12.80 13.00

SOMUTRO53120WMA .M Fri Jun 05 18:45:46 2020

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA_M
Quant Title : 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 (E)-1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.62 1.62 ug/L 303192 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-1-Phenvl-1-butene 132 C10H12 001005-64-7 95
2 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 94
3 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 94
4 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 93
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
Abundance Scan 3508 (12.619 min): VU038559.D (-3503) (-) m/z 117.10 100.00%
117
5000 132 j\
® 58 7 I "5k 1260 1790 1900
”“.”“”.“”q.”wh.wﬂh,”m“.”“”.“”..JMH.MA”“.”“. m/z 132.10 43.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14051: (E)-1-Phenyl-1-butene
117

12.40 12.60 12.80 13.00
m/z 115.10  33.43%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
12.40 12.60 12.80 13.00
5000 m/z 91.10 18.03%
132
91
7
39 51 65 105

wwwmmmmwm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14066: Benzene, (2-methyl-1-propenyl)-
117

12.40 12.60 12.80 13.00
m/z 131.15 16.07%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00

SOMUTRO53120WMA .M Fri Jun 05 18:45:48 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 11 2-Methylindene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.55  0.56 ug/L 104989  1,4-Dichlorobenzene-d4  11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Methvlindere 130 Cl10H10 002177-47-1 94

2 Benzene. (l-methvl-2-cvclopropen... 130 C10H10

065051-83-4 94

3 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 91
4 2-Methvlindene 130 C10H10 002177-47-1 91
5 Naphthalene, 1,2-dihydro- 130 C10H10 000447-53-0 87

Abundance Scan 3797 (13.548 min): VU038559.D (-3788) (-) m/z 130.10 100.00%
1 0
5000
146 13.20 13.40 13.60 13.80
b R A0 1 ThsZz 115,05 95.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13084: 2-Methylindene
130
115
5000 LA N L L L L
13.20 13.40 13.60 13.80
51 m/z 129.10 80.26%
64
28 3\9 | ll 7\7 89 1(\)2 Ml
! 1 i | 1
A o e o L M N LA e i S LA e e o
m/z--> 20 40 60 80 100 120 140 160
Abundance
115 130
R e N EERR e
13.20 13.40 13.60 13.80
5000 m/z 128.10 38.74%
51 64
27 39 77 g9 102
R B o L LA e o o I S I
m/z--> 20 40 80 100 120 140 160
Abundance #13088: Benzene, 1-butynyl-
115 145 13.20 13.40 13.60 13.80
m/z 131.05 37.68%
5000
51 63 77 89 102
ez A e e
m/z--> 20 40 60 80 100 120 140 160 13.20 13.40 13.60 13.80

SOMUTRO53120WMA M Fri

Jun 05 18:45:49 2020

Page: 14



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 12 1H-Indene, 4,7-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.81 0.54 ug/L 101254 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 4.7-dimethvl- 144 C11H12 006974-97-6 64
2 1H-Indene. 2.3-dimethvl- 144 C11H12 004773-82-4 60
3 1H-Cvclopropalblnaphthalene. la.... 144 C11H12 006571-72-8 60
4 (1-Methvlenebut-2-envl)benzene 144 C11H12 070588-46-4 58
5 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 55

Abundance Scan 3878 (13.809 min): VU038559.D (-3871) (-) m/z 131.15 100.00%

131
5000 144
115

39 51 64 77 91102 157 07 13.40 13.60 13.80 14.00 14.20
Mt LTSNS A m/z 129.10 91.99%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20415: 1H-Indene, 4,7-dimethyl-
129
144

5000 |||||||||I|IIII|IIII|II
13.40 13.60 13.80 14.00 14.20

m/z 128.10 51.53%

115
PGB w2 | ||
e o A B o e B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
129
13.40 13.60 13.80 14.00 14.20
5000 144 m/z 144.20  38.44%
27 39 51 63 77 gg 102 11°
A A B LA B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20438: 1H-Cyclopropa[b]naphthalene, 1a,2,7,7a-tetrahydro-
129 13.40 13.60 13.80 14.00 14.20
m/z 146.15 31.12%
5000 144
116
39
51
s 2\7 ‘ | TJ\? ?\1102 ‘\ [
T B o o e R LA L B e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00 14.20

SOMUTRO53120WMA .M Fri Jun 05 18:45:50 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 13 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.94 0.69 ug/L 129669 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 Cl1l1H14 017059-48-2 94
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 90
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 90
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 87
Abundance Scan 3919 (13.941 min): VU038559.D (-3902) (-) m/z 131.10 100.00%
31
5000
91 e i 13.60 13.80 14.00 14.20
39 51 64 77 102 : : : :
27 Tn/z 146.15  24.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
5 13.60 13.80 14.00 14.20
14 m/z 115.10 18.29%
2795 e 7 s
| A N | ! 1l
m/z--> 20 40 60 80 160 120 140 160 180 200
Abundance
131
13.60 13.80 14.00 14.20
5000 m/z 129.10 13.66%
146
91
27 39 51 64 77 103 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131 13.60 13.80 14.00 14.20
m/z 91.10 11.76%
5000
91
115 146
nws e |l ) "
s B e % o o o 1o o Ho 13.60 13.80 14.00 14.20

SOMUTRO53120WMA .M Fri Jun 05 18:45:52 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 14 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 1.30 ug/L 242752 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 91
2 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 91
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
4 Benzene. l1-methvl-4-(1-methvl-2-_... 146 C11H14 097664-18-1 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 91
Abundance Scan 3928 (13.970 min): VU038559.D (-3921) (-) m/z 131.10 100.00%
5000
146
1 13.60 13.80 14.00 14.20
39 51 64 77 102 | . . . .
N 2 - S N Y LT Y N ey 2 /T3 R Yo £
m/z--> 20 40 60 80 100 120 140 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 13.60 13.80 14.00 14.20
91 115 m/z 115.10 16.63%
il 3? 5% 68 7 ‘ 103 M\ [N \
! 1l 1l | A " il 1l
miz--> 20 40 60 8 100 120 140 160
Abundance
131
91 13.60 13.80 14.00 14.20
5000 m/z 129.10 14.12%
146
,; 39 51 77 115
15 63 103
miz--> 20 40 60 8 100 120 140 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131 13.60 13.80 14.00 14.20
m/z 91.05 13.46%
5000
146
7R e st
| o 1 | A i 1l
m/z--> 20 40 60 80 100 120 140 160 ' 13.60 13.80 14.00 14.20

SOMUTRO53120WMA .M Fri Jun 05 18:45:53 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 15 Benzo[b]thiophene, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.21 0.73 ug/L 137113 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 91
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 90
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 90
4 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 90
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 90
Abundance Scan 4314 (15.211 min): VU038559.D (-4300) (-) m/z 147.10 100.00%
147
5000
45 63 77 102 12 207 281 14.80 15.00 15.20 15.40 15.60
A RmmE s E e e RARAAREEAS m/z 148.10 89.22%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23297: Benzo[b]thiophene, 6-methyl-
148
5000 LSNP BSULR UM B
14.80 15.00 15.20 15.40 15.60
) m/z 149.10 12.81%
121
w\we*\”m - N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
14.80 15.00 15.20 15.40 15.60
5000 m/z 121.00 9.45%
45 5o 4 go102Mt
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147 14.80 15.00 15.20 15.40 15.60
m/z 63.00 7.64%
5000
115
...w,.\.w..‘?%.\.w.w,.‘?g..lﬁ?..u N —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60

SOMUTRO53120WMA .M Fri Jun 05 18:45:55 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 16 Benzo[b]thiophene, 5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.46 0.61 ug/L 114471 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 76
2 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 76
3 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 74
4 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 74
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 68
Abundance Scan 4392 (15.462 min): VU038559.D (-4380) (-) m/z 147.05 100.00%
147
5000
129
29 6377 1001 164 200 - 15.20 15.40 15.60 15.80
A m/z 148.10 78.09%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23295: Benzo[b]thiophene, 5-methyl-
147
5000 L DA UM SRR B
15.20 15.40 15.60 15.80
5 6o m/z 129.10 33.53%
e B e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
147
15.20 15.40 15.60 15.80
5000 m/z 115.10 16.67%
45
61 " 89102115 1o,
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23297: Benzo[b]thiophene, 6-methyl-
148 15.20 15.40 15.60 15.80
m/z 149.00 16.27%
5000
74
\ ‘ 61 |, .89 193 \1%1134 \
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060420\
Data File : VU038559.D

Aca On : 04 Jun 2020 19:10

Operator : SY/MD

Sample : L2860-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 11 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 17 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.38 1.14 ug/L 214071 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 91
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 87
3 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
4 4-tert-Butvl-2_.6-diisopnropnviphenol 234 C16H260 057354-65-1 86
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 86
Abundance Scan 4989 (17.381 min): VU038559.D (-4979) (-) m/z 219.30 100.00%
219
5000 /\
57 234 L UL SRS BUN S B
41 77 9103115128 147159 175 191203 | 17.00 17.20 17.40
”.“..J.”h,”.h.h.pu.m.me”.J..” R m/z 234.30 18.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl- /\
219
5000 L UL ELSAN FURLELILE R B
1700 17.20 17.40
g 41 > 234 m/z 57.10 17.84%

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

15 0T % i0usia 171 175 191208 | |
ST R S T B AL
219

17. 00 17. 20 17.40

5000 m/z 220.30 15.73%
57 234
28 41 74 88 102 119131 147159 175 191203
i e B R R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89103: 3,5-di-tert-Butyl-4-hydroxybenzaldehyde R
219 17. OO 17. 20 17. 40

m/z 41.00 12 _.49%

5000
57 101 234
18 ﬂl ‘ 77 91103115 131 147159 175 | 203 | L
SRR DY TN Y1 NS T N M NS WS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU060420\
Data File : VU038559.D

Acq On : 04 Jun 2020 19:10

Operator : SY/MD

Sample - L2860-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 11 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]
Ethane, 1,1-diflu... 1.37 1.3 ug/L 173867 1 6.28 676273 5.0
Ethyl Acetate 4.84 1.3 ug/L 172247 1 6.28 676273 5.0
(DEL) Alkane: Cyc... 5.67 0.8 ug/L 101727 1 6.28 676273 5.0
Cyclopentene, 1,2... 8.43 0.5 ug/L 89579 2 9.44 880942 5.0
Benzene, (2-methy... 11.62 0.5 ug/L 99402 3 11.83 935430 5.0
Benzene, l-methyl... 11.65 3.6 ug/L 671018 3 11.83 935430 5.0
Benzene, l-etheny... 12.10 1.9 ug/L 354758 3 11.83 935430 5.0
Thiophene, 2,5-di... 12.59 0.9 ug/L 161535 3 11.83 935430 5.0
(BE)-1-Phenyl-1-bu... 12.62 1.6 ug/L 303192 3 11.83 935430 5.0
2-Methylindene 13.55 0.6 ug/L 104989 3 11.83 935430 5.0
1H-Indene, 4,7-di... 13.81 0.5 ug/L 101254 3 11.83 935430 5.0
1H-Indene, 2,3-di... 13.94 0.7 ug/L 129669 3 11.83 935430 5.0
1H-Indene, 2,3-di... 13.97 1.3 ug/L 242752 3 11.83 935430 5.0
Benzo[b]thiophene... 15.21 0.7 ug/L 137113 3 11.83 935430 5.0
Benzo[b]thiophene... 15.46 0.6 ug/L 114471 3 11.83 935430 5.0
Phenol, 2,6-bis(1... 17.38 1.1 ug/L 214071 3 11.83 935430 5.0
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