LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 1.369 3 9 18 rVB 26320 25124 2.00% 0.188%
2 1.613 76 85 93 rBv 100158 120784 9.60% 0.906%
3 1.932 176 184 194 rBvV 79278 100598 8.00% 0.755%
4 2.594 377 390 405 rBV 172206 292558 23.25% 2.195%
5 3.073 529 539 554 rVBS8 10926 22675 1.80% 0.170%
6 4.678 1021 1038 1074 rBvV 161155 502434 39.93% 3.769%
7 4.848 1078 1091 1114 rvVvB2 45667 107359 8.53% 0.805%
8 5.102 1150 1170 1186 rBV 169025 372687 29.62% 2.796%
9 5.424 1254 1270 1285 rBV 57970 128611 10.22% 0.965%
10 5.671 1332 1347 1357 rBV3 35312 79366 6.31% 0.595%

11 5.761 1357 1375 1389 rBVv3 325381 843286 67.02% 6.326%
12 6.054 1455 1466 1481 rVB2 21518 42946 3.41% 0.322%
13 6.279 1519 1536 1566 rBvV 397431 787696 62.61% 5.909%
14 6.723 1659 1674 1697 rBV 212154 424434 33.73% 3.184%

15 7.102 1777 1792 1803 rVB4 5891 13624 1.08% 0.102%
16 7.260 1831 1841 1854 rVB7 7871 16341 1.30% 0.123%
17 7.594 1928 1945 1964 rBV 113927 213543 16.97% 1.602%
18 7.822 2006 2016 2028 rVB2 9633 17123 1.36% 0.128%
19 7.922 2028 2047 2063 rBV 394816 714333 56.77% 5.358%
20 8.063 2080 2091 2099 rBV3 12695 23776 1.89% 0.178%
21 8.118 2099 2108 2120 rVB3 8770 22171 1.76% 0.166%
22 8.202 2120 2134 2145 rBV 72928 124197 9.87% 0.932%
23 8.269 2145 2155 2171 rVB4 19847 40396 3.21% 0.303%
24 8.433 2197 2206 2215 rVB3 39668 65343 5.19% 0.490%
25 8.658 2262 2276 2309 rBvV 676270 1258199 100.00% 9.438%
26 8.822 2316 2327 2344 rVB 12482 33486 2.66% 0.251%
27 9.436 2505 2518 2541 rBV 587036 1025140 81.48% 7.690%
28 9.546 2545 2552 2563 rVB5 20554 35930 2.86% 0.270%
29 9.706 2580 2602 2620 rVB9 22421 64468 5.12% 0.484%
30 9.848 2635 2646 2653 rBvV2 53258 94417 7.50% 0.708%
31 9.886 2653 2658 2672 rVB3 39348 65879 5.24% 0.494%
32 10.028 2694 2702 2709 rBv4 10192 18485 1.47% 0.139%
33 10.073 2709 2716 2727 rVB2 20456 34673 2.76% 0.260%
34 10.295 2772 2785 2795 rBV5 34749 64275 5.11% 0.482%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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
Title

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

35 10.382 2795 2812 2822 rVV5 48211 101090 8.03% 0.758%

36 10.443 2822 2831 2840 rVVv2 54205 87123 6.92% 0.654%
37 10.501 2840 2849 2856 rVVv2 75322 120839 9.60% 0.906%
38 10.542 2857 2862 2872 rVB 35483 49718 3.95% 0.373%
39 10.661 2891 2899 2911 rVB10 12864 23257 1.85% 0.174%
40 10.774 2911 2934 2953 rBVY 186587 407135 32.36% 3.054%
41 10.864 2953 2962 2969 rVV3 21563 36584 2.91% 0.274%
42 10.909 2969 2976 2982 rVv7 18472 30508 2.42% 0.229%
43 10.954 2982 2990 3003 rVB7 20313 46681 3.71% 0.350%
44 11.079 3021 3029 3037 rBV7 13254 19918 1.58% 0.149%
45 11.279 3080 3091 3100 rBV9 8871 21176 1.68% 0.159%
46 11.337 3101 3109 3121 rVB6 21734 39426 3.13% 0.296%
47 11.427 3121 3137 3148 rBV10 27037 72832 5.79% 0.546%
48 11.539 3163 3172 3182 rBV6 11508 19179 1.52% 0.144%
49 11.626 3182 3199 3200 rBV2 57177 82228 6.54% 0.617%

50 11.658 3201 3209 3229 rVB 312173 522761 41.55% 3.921%

51 11.825 3248 3261 3273 rBV 686485 1088677 86.53% 8.166%

52 11.957 3295 3302 3310 rBVS 9318 14437 1.15% 0.108%
53 12.025 3313 3323 3333 rVV5 23038 41628 3.31% 0.312%
54 12.108 3333 3349 3359 rVV3 103175 195201 15.51% 1.464%
55 12.163 3359 3366 3367 rVV5 18218 20783 1.65% 0.156%
56 12.205 3369 3379 3401 rVB 447260 787809 62.61% 5.910%
57 12.385 3428 3435 3442 rBV5 11872 17759 1.41% 0.133%
58 12.455 3453 3457 3471 rVB6 21619 39606 3.15% 0.297%

59 12.594 3478 3500 3504 rBV 52019 100483 7.99% 0.754%
60 12.626 3504 3510 3526 rVvVv 97997 166026 13.20% 1.245%

61 12.700 3529 3533 3542 rVB5 8456 15334 1.22% 0.115%
62 12.777 3552 3557 3567 rVB6 11974 15176 1.21% 0.114%
63 12.967 3606 3616 3621 rBV6 13924 29308 2.33% 0.220%
64 13.140 3662 3670 3678 rBV2 35669 60689 4.82% 0.455%
65 13.275 3698 3712 3719 rBV3 25327 52793 4._.20% 0.396%
66 13.324 3722 3727 3730 rVV5 16250 21950 1.74% 0.165%
67 13.356 3731 3737 3747 rVB3 30486 46777 3.72% 0.351%
68 13.552 3791 3798 3809 rVB4 39186 64693 5.14% 0.485%
69 13.658 3825 3831 3841 rVB7 15738 24070 1.91% 0.181%
70 13.764 3848 3864 3872 rBV9 17551 42506 3.38% 0.319%
71 13.816 3872 3880 3889 rVVv3 42211 78203 6.22% 0.587%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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

72 13.864 3890 3895 3904 rVV6 16586 29272 2.33% 0.220%
73 13.944 3905 3920 3922 rVV3 42799 94764 7.53% 0.711%
74 13.973 3923 3929 3941 rVB 109952 180224 14.32% 1.352%
75 14.243 4004 4013 4021 rVB2 28022 43055 3.42% 0.323%
76 14.324 4032 4038 4048 rVB4 15786 25949 2.06% 0.195%
77 14.478 4076 4086 4094 rBVS 17225 30372 2.41% 0.228%
78 14.558 4104 4111 4119 rVB4 26159 43092 3.42% 0.323%
79 14.925 4210 4225 4235 rVB4 33881 64173 5.10% 0.481%
80 15.076 4263 4272 4281 rVB4 9039 17239 1.37% 0.129%
81 15.217 4302 4316 4326 rBV 55205 94843 7.54% 0.711%
82 15.324 4338 4349 4357 rBV10 9650 20995 1.67% 0.157%
83 15.478 4380 4397 4409 rBV2 37985 75872 6.03% 0.569%
84 16.462 4694 4703 4717 rBV5 20974 37416 2.97% 0.281%

85 17.407 4986 4997 5010 rBV 90810 173082 13.76% 1.298%

Sum of corrected areas: 13331068
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

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

VU038564.D

05 Jun 2020 11:53
SY/MD

L2860-03
25_0mL/MSVOA U/WATER

4

TIC Library :
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

Abundance
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1.61

TIC: VU038564.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 7

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

4.85 0.68 ug/L 107359 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 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59

Abundance Scan 1092 (4.851 min): VU038564.D (-1078) (-) m/z 43.00 100.00%
43 h
5000
a0 T ? 88 460 480 5.00 5.20
OFrrre e e T e e m/z 61.00 15.98%
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 T T T
460 4.80 5.00 5.20
29 61 m/z 45.00 13.42%
0 1518 26 b 7483 B8
IR i
Abundance
43
460 4.80 500 520
5000 m/z 70.10 12.73%
15 2 61
o 19 26 0 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 R
43 460 480 500 520

m/z 42.00 8.09%

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\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 2 (DEL) Alkane: Cyclic5.67 Concentration Rank 8

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

5.67 0.50 ug/L 79366 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 94
2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 90
3 3-Heptene. (BE)- 98 C7H14 014686-14-7 62
4 4-Pentenal. 2-methvl- 98 C6H100 005187-71-3 53
5 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 38

Abundance Scan 1347 (5.671 min): VU038564.D (-1332) (-) m/z 56.10 100.00%
96
69 83
5000 4l
77 98 540 5.60 5.80 6.00
0 ...,....,....,....,....-|:!'...5?:|: el L 9 Y h7z B5.10 . 80.00%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56
41 69
83
5000 URRAE AR RS AR S
27 540 5.60 5.80 6.00
m/z 69.00 75 .45%
L1 B “33 | 50| e 77 | o1 ®
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
56
a1 69 540 560 580 600
5000 a3 m/z 83.10 68 .84%
27
50 63 77 98
e LS IR AL AL I IS UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3312: 3-Heptene, (E)-
4 540 5.60 5.80 6.00
m/z 41.00 51.47%
56 -
5000
27 98
0 s | 50 63 | 7783
m/z--> 0 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\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 Benzene, (1-methylpropyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.66 2.40 ug/L 522761 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 91
2 Oxirane. 2-methvl-2-phenvl- 134 C9H100 002085-88-3 90
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 90
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 87
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 87
Abundance Scan 3210 (11.661 min): VU038564.D (-3201) (-) m/z 105.10 100.00%
105
5000
77 134 11,40 11.60 11.80 12.00
39 51 91 . . . .
R N <IN VD Y = N T B oy 2 -V |- M T- W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14848: Benzene, (1-methylpropyl)-
105
5000 L U SULRN SRR A
11.40 11.60 11.80 12.00
g1 134 m/z 77.10 12.64%
77
15 27 3 oSl e 4 | | 119
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 8.67%
77
18 27 39 51 g3 o us ¥
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14860: Benzene, 1-methyl-4-propyl-
105 11.40 11.60 11.80 12.00
m/z 103.10 8.60%
5000
134
0 27 39 51 65 T 9 | us
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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

VU038564.D

05 Jun 2020 11:53
SY/MD

L2860-03
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\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

Peak Number 5 Benzene, l-ethenyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.11 0.90 ug/L 195201 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 92
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 91
3 Indane 118 C9H10 000496-11-7 90
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 90
5 Indane 118 C9H10 000496-11-7 90

Abundance Scan 3350 (12.111 min): VU038564.D (-3333) (-) m/z 117.10 100.00%
117
5000
o 134
39 51 63 77 | s 11.80 12.00 12.20 12.40
o} WS SO P NS N | RS e S m/z 118.10 59.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117
5000
91 11.80 12.00 12.20 12.40
m/z 115.10 41 .68%
39 51 65 77 ‘ 103
0'”P”'Pfi'”“”'J“AIM”P'MP”JH“WJ”W“L“””P'”P”'P
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 35.00%
91
. 15 27 39 51 43 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8950: Indane
117 11.80 12.00 12.20 12.40
m/z 105.10 31.31%
5000
91
27 ¥ 5 63 77 103 ‘
0“w}il“mw“ﬂw“Whﬂhmhw””l““h'“vM'VJW'HWH'WH“l' UL AR RN BN B
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 : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 1H-Indene, 2,3-dihydro-2-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 0.76 ug/L 166026 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 93
2 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 93
3 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 91
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 91

Abundance Scan 3511 (12.629 min): VU038564.D (-3504) (-) m/z 117.10 100.00%

117

5000 132

-

91
39 51 65 77 | 108

‘l 12.40 12.60 12.80 13.00
I

Obrrrrrrr s e el b ...!,....";'.'...,1.‘??.,.. m/z 132.10 45.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14085: 1H-Indene, 2,3-dihydro-2-methyl-

117

-

5000
12.40 12.60 12.80 13.00

m/z 115.10 31.83%

01
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 132 m/z 91.10 17.53%
91
o 15 27 39 51 63 77 103
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 131.15 16.26%

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 0.83 ug/L 180224 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 C11H14 017059-48-2 97
2 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
4 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 91
Abundance Scan 3928 (13.970 min): VU038564.D (-3923) (-) m/z 131.10 100.00%
5000
o 115 146
51 65 77 13.60 13.80 14.00 14.20
0..,....,...??....,'.-...,.."..,...'.,....,l....,.19.5.,..|!.,...'!|,.|..1.3,9..'.'.,.... m/z 146.20 27.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 13.60 13.80 14.00 14.20
oL 1s m/z 115.10 21.89%
o 2 P L 64 775" 08105 122138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 1§o 140 1%0
Abundance
131
13.60 13.80 14.00 14.20
5000 m/z 129.10 16.32%
146
91
a9 115
oL 2 L84 TTgy 103 12 138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 13.60 13.80 14.00 14.20
m/z 132.20 13.79%
5000
o1 146
9 5 115
8 8 B Y B3
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060520\
Data File : VU038564.D

Aca On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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(l1,1-dimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.41 0.79 ug/L 173082 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 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 93
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 93
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 90
Abundance Scan 4998 (17.410 min): VU038564.D (-4986) (-) m/z 219.25 100.00%
219
5000 A
234 e
a 5r 790 115129 14619175 191005 | | pg7281 1700 17.20  17.40
o.n,nnﬂuwpnﬂplhﬁhﬁymhfu”L.”..”“.u..u..”..”“.. m/z 234.30 21.22%
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 LU AL BURLEL L B
234 17.00 1720 17.40
57 m/z 57.00 17.03%
o 74 88102 119133 159175191905
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 1720 1740
5000 m/z 220.30 14 .93%
5 234
o 2641 | 7488102119135 159 175 19155
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|— A| T T T T T
219 17.00 1720  17.40
m/z 41.00 10.88%
5000
mn 2 234
74 88102 119133 159 175149203
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\VU060520\
Data File : VU038564.D

Acq On : 05 Jun 2020 11:53

Operator : SY/MD

Sample : L2860-03

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 4.85 0.7 ug/L 107359 1 6.28 787696 5.0
(DEL) Alkane: Cyc... 5.67 0.5 ug/L 79366 1 6.28 787696 5.0
Benzene, (1-methy... 11.66 2.4 ug/L 522761 3 11.83 1088680 5.0
Benzene, l-etheny... 12.11 0.9 ug/L 195201 3 11.83 1088680 5.0
1H-Indene, 2,3-di... 12.63 0.8 ug/L 166026 3 11.83 1088680 5.0
1H-Indene, 2,3-di... 13.97 0.8 ug/L 180224 3 11.83 1088680 5.0
Phenol, 2,6-bis(1... 17.41 0.8 ug/L 173082 3 11.83 1088680 5.0
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