LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U070918W.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.089 136 155 180 rBvV 833235 987584 21.28% 5.406%
2 1.404 246 253 269 rVB 149061 156285 3.37% 0.856%
3 1.757 354 363 376 rVB 42578 58608 1.26% 0.321%
4 2.709 644 659 679 rBvV2 71481 153387 3.30% 0.840%
5 4.002 1041 1061 1079 rBv4 20903 60009 1.29% 0.328%
6 4.230 1112 1132 1158 rBv2 127349 312183 6.73% 1.709%
7 4.886 1320 1336 1352 rBvV 177934 406222 8.75% 2.224%
8 4.989 1353 1368 1385 rvv 275043 619474 13.35% 3.391%
9 5.085 1387 1398 1418 rVB3 28160 68936 1.49% 0.377%
10 5.314 1456 1469 1483 rBV 187520 383514 8.26% 2.099%

11 5.394 1483 1494 1511 rVB 56345 121548 2.62% 0.665%
12 5.542 1525 1540 1558 rVB3 137419 335265 7.22% 1.835%
13 5.892 1632 1649 1674 rBvV 359975 718350 15.48% 3.932%
14 6.931 1956 1972 1990 rVB3 72395 144935 3.12% 0.793%
15 7.053 1993 2010 2025 rBV 167425 339512 7.31% 1.859%

16 7.567 2146 2170 2188 rBV 662722 1198549 25.82% 6.561%
17 9.124 2632 2654 2671 rBV2 2289652 4641817 100.00% 25.410%

18 9.751 2827 2849 2859 rBV5 32813 86158 1.86% 0.472%
19 9.956 2906 2913 2929 rVB3 37255 63744 1.37% 0.349%
20 10.050 2931 2942 2959 rBV6 26968 63003 1.36% 0.345%
21 10.169 2970 2979 2988 rBV 90414 137178 2.96% 0.751%
22 10.226 2988 2997 3008 rVB7 26607 54484 1.17% 0.298%
23 10.310 3012 3023 3036 rBvV 514786 820801 17.68% 4._.493%
24 10.381 3036 3045 3054 rvv4 41499 70702 1.52% 0.387%
25 10.500 3074 3082 3091 rVB3 37368 56457 1.22% 0.309%

26 10.982 3217 3232 3249 rBV4 58755 119579 2.58% 0.655%
27 11.101 3250 3269 3278 rBV 90784 154295 3.32% 0.845%
28 11.294 3312 3329 3334 rBV 151225 268394 5.78% 1.469%
29 11.326 3334 3339 3355 rVB 151011 234630 5.05% 1.284%
30 11.487 3377 3389 3406 rBV 584009 962440 20.73% 5.269%

31 11.689 3441 3452 3466 rVB 341384 539525 11.62% 2.953%
32 11.779 3466 3480 3496 rBV3 263195 521125 11.23% 2.853%
33 11.870 3496 3508 3524 rVB7 61372 138710 2.99% 0.759%
34 11.985 3535 3544 3558 rBV5 28810 57246 1.23% 0.313%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82U070918W.M
Title : SW846 8260
35 12.249 3615 3626 3630 rBV5 23716 48474 1.04% 0.265%

36 12.294 3631 3640 3650 rVVv3 222502 399682 8.61% 2.188%
37 12.358 3650 3660 3679 rVV2 646574 1247650 26.88% 6.830%
38 12.439 3679 3685 3695 rVB2 70004 105374 2.27% 0.577%
39 12.500 3695 3704 3709 rBvV 53003 87469 1.88% 0.479%
40 12.541 3709 3717 3732 rVB 275864 430096 9.27% 2.354%

41 12.625 3733 3743 3764 rVB4 96474 208805 4_50% 1.143%
42 12.792 3782 3795 3808 rVB2 92635 159340 3.43% 0.872%
43 12.927 3827 3837 3845 rBV2 69524 103920 2.24% 0.569%
44 13.001 3853 3860 3869 rVB 68789 103724 2.23% 0.568%

45 13.127 3890 3899 3908 rVB2 34314 53780 1.16% 0.294%
46 13.194 3908 3920 3932 rVB6 40614 78602 1.69% 0.430%
47 13.458 3993 4002 4011 rVB2 32417 52381 1.13% 0.287%

48 13.583 4025 4041 4063 rVB3 44303 133824 2.88% 0.733%

Sum of corrected areas: 18267770
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU071018\
VU025300.D

10 Jul 2018 19:44

MD/SY

J3898-11

5.0mL/MSVOA U/WATER

21 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

SS038MW013-180705

Abundance

2000000

1500000

1000000

500000

TIC: VU025300.D

4.99
4.8

5.31

jkgg

04—
Time--> 1.00

T T
3.50 4.50

500

550

Abundance

2000000

1500000

1000000

500000

TIC: VU025300.D
9112

7.57

10.31

11.49

Ok
Time-->

T
10.00

T
9.00 9.50

10 50

T
11.00

11. 50

Abundance

2000000

1500000

1000000

500000

TIC: VU025300.D

15. OO

15.50

16 00

16.50

17. OO

17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 Butane, 2,3-dimethyl- Concentration Rank 9

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

2.71 12.38 ug/Il 153387 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 90
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 50
3 1-Pentene 70 C5H10 000109-67-1 47
4 Tetrahvdrofuran 72 C4H80 000109-99-9 38
5 Butane, 2-methyl- 72 C5H12 000078-78-4 38

Abundance Scan 659 (2.709 min): VU025300.D (-644) (-) m/z 43.10 100.00%
43 ?
5000
39 71
|. m% o7 86 240 2.60 2.80 3.00 '
O TR e m/z 42.10 79.76%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- j\\
43
5000 RS SR R R
71 240 2.60 2.80 3.00
- 39 m/z 41.00 37 .94%

Abundance

55
o 15 | 57 e3er 8
S - S SO MO ) N 11/ N —
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
43

240 2.60 2.80 3.00

5000 m/z 71.10 26.15%
27 71
39 57
o 2 15 32 53 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #551: 1-Pentene VANSENEESE—/Ih
42 uozm mo3m

m/z 39.10 18.56%

55
5000 0
29

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 6

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

5.54 23.34 ug/1 335265 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 83
2 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 78
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 78
4 Pentane. 2.2.4.4-tetramethvl- 128 C9H20 001070-87-7 64
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 56

Abundance Scan 1539 (5.539 min): VU025300.D (-1525) (-) m/z 57.10 100.00%
g7
5000
41
99 520 5.40 5.60 5.80
o..w.“w.”.“.”“.”hl.ﬂ%nh.ﬁﬂ.”.fi.“.”n“.w.”.“ m/z 56.05  30.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl-
57
5000
41 5.20 5.40 5.60 5.80
- m/z 41.00 26.22%
s O ), 69 g %
e s A RS AR RARAR ARRRA RARASN RARRS RANRS RARAN WARSS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
520 5.40 5.60 5.80
5000 m/z 43.05 16.56%
s A
o2 15 48 69 7784 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 520 5.40 5.60 5.80
m/z 39.00 9.63%
5000
41
29 ‘
o2 15 ] “ 48 || 64 71 83 9 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 520 5.40 5.60 5.80

82U070918W.M Wed Jul 11 18:07:12 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 Pentane, 2,3,3-trimethyl- Concentration Rank 5

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

7.05 23.63 ug/1 339512 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3.3-trimethvl- 114 C8H18 000560-21-4 90
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 72
3 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 64
4 Heptane. 4-methvl- 114 C8H18 000589-53-7 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 2009 (7.050 min): VU025300.D (-1993) (-) m/z 43.05 100.00%
43
71
5000 57 85
| 99 6.80 7.00 7.20 7.40
O B e L L R T N L Ra R R RRRRRR R s m/z 71.10 61.90%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7653: Pentane, 2,3,3-trimethyl-
43
5000 71
57 6.80 7.00 7.20 7.40
27 85 m/z 70.10 52.19%
o2 15 | \‘_ e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57 71 6.80 7.00 7.20 7.40
5000 85 m/z 57.10 46.95%
29
. 15 99
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12706: Hexane, 2,3,4-trimethyl-
43 6.80 7.00 7.20 7.40
m/z 85.10 39.10%
5000
29 57 71 85
0 ‘ J ‘H‘ ‘ d 99 113 128
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 p-Cymene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.69 28.03 ug/1 539525 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
3 o-Cvmene 134 C10H14 000527-84-4 94
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
Abundance Scan 3452 (11.689 min): VU025300.D (-3441) (-) m/z 119.10 100.00%
119
5000
91 134 A
39 g5 65 77 103 ‘ 11.40 11.60 11.80 12.00
Oy ittt S 227 L h72 134710 28.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14808: p-Cymene
119
5000
91 11.40 11.60 11.80 12.00
27 134 m/z 91.05 26 .48%
15 27 B Steg® 108 )
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11,40 11.60 11.80 12.00
5000 o m/z 117.10 14 .48%
134
REECIE 39 51 .65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811:0—Cymene L L L L L LB B L
119 11.40 11.60 11.80 12.00
m/z 120.10 9.84%
5000
134
91
. 27 {51580 T | 108 | a7 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

82U070918W.M Wed Jul 11 18:07:14 2018 Page: 7



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO071018\
Data File : VU025300.D

Aca On : 10 Jul 2018 19:44

Operator : MD/SY

Sample : J3898-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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, 1,3-diethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.78 27.07 ug/1 521125 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 91
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 70
4 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 64
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 46

Abundance Scan 3480 (11.779 min): VU025300.D (-3466) (-) m/z 119.10 100.00%
105 119
134
5000 o1
77
39 51 63 | % | ‘ 127 11.40 11.60 11.80 12.00
Obrrprrrrprrre ettt bl e 28 UL WL 227 L Tn/Zz 105.10  98.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 119
5000 134
11.40 11.60 11.80 12.00
77 91 m/z 117.05 76 .84%
27 39 =51 65
0 “l"“l"m\"“““'“ib'ﬁﬁ“”“|"J“"“\"“|”lhl'”ml'}%z'”“l"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 19
11.40 11.60 11.80 12.00
5000 o1 134 m/z 134.10 45_51%
39 51 65 7
0 15 2 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117 11.40 11.60 11.80 12.00
m/z 90.95 36.74%
5000
91
39
27 ‘ 51 63 77 103
0.q}?,”M“”lﬁnﬂhnhmkwuﬂlnum.nﬁh.“nq.”w”.w””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\
Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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-Phenyl-1-butene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.29 20.76 ug/1 399682 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 96
2 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 91
3 (BE)-1-Phenvl-1-butene 132 C10H12 001005-64-7 90
4 Benzene. (2-methvl-2-propenvi)- 132 C10H12 003290-53-7 90
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90

Abundance Scan 3639 (12.291 min): VU025300.D (-3631) (-) m/z 117.10 100.00%

117
5000 132
o1 A

39 51 65 9 | ‘
|I||| |I| ul |

105 “|ms 12.00 12.20 12.40 12.60
0.q“.q””P.Jﬂ”.WHHMUWH”P.Jﬁ”q:mw”.hnﬂman”q.”. m/z 132.10 46.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene /\f\
117
5000 132 L U ---- T

o1 12:00 12.20 12.40 12.60
‘ m/z 115.10 33.33%
\

27 39 Sﬁ 65 17 ‘ 105
o! S S VUMY NI NS SN A | OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117

132 12.00 12.20 12.40 12.60
5000 oL m/z 136.10 23.73%
27 39 51 65 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 O A P A N .
117 12.00 12.20 12.40 12.60

m/z 91.00 23.20%

5000 o1 132
51
28 39 65 77
15 1l ‘ \‘ H \H | 19\3 | H‘\
L B B L I B L L N LN R RN RS EEERE RS

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\
Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.36 64.82 ug/1 1247650 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
2 Indan. 1l-methvl- 132 C10H12 000767-58-8 87
3 Benzene. 1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 83
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 3661 (12.361 min): VU025300.D (-3650) (-) m/z 117.05 100.00%
117
5000
132
91 NN AR SUGE
39 51 63 77 | 103 148 12.00 12.20 12.40 12.60
Ol prrrrprrr e et el et .| M/z 115.05  33.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

5000
12.00 12.20 12.40 12.60

m/z 132.10 28.61%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
B B o i e o
12.00 12.20 12.40 12.60
5000 m/z 91.00 15.15%
132
91
27 39 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-

12.00 12.20 12.40 12.60
m/z 118.05 9.75%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.54 22.34 ug/1 430096 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 95
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 3717 (12.541 min): VU025300.D (-3709) (-) m/z 131.10 100.00%
5000
39 51 64 77 9|1 103 11|5 1391T6 12.20 12.40 12.60 12.80
O e e || M/Z 91.05  18.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.20 12.40 12.60 12.80
115 146 m/z 115.00 14 _.45%
o 27 39 Sleg& 77 103 | 124/ 139 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.20 12.40 12.60 12.80
5000 m/z 146.10 14 _.32%

146

91 115
27 39 51 @4 77 84 | 98105 122 139

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-

131 12.20 12.40 12.60 12.80

m/z 132.05 10.99%
5000 146
27 39 51 g3 77 91 115
Obre ey e e 84 98108 1,222 | 139 L AT VA DA O

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VUO71018\

Data File : VU025300.D

Aca On - 10 Jul 2018 19:44

Operator : MD/SY

sample - J3898-11 -
Misc - 5.0mL/MSVOA U/WATER St LU
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.63 10.85 ug/Il 208805 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 87
2 Benzene. (l1l.l1-dimethvlpropvl)- 148 C11H16 002049-95-8 53
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
4 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 49
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 49

Abundance Scan 3745 (12.632 min): VU025300.D (-3733) (-) m/z 119.10 100.00%
105 119
5000 o1 148
77
39 51 65 | | | 133 12.40 12.60 12.80 13.00
Obrreprrrrrrrrrrrrbbirreieserpdeer bl bl o e, | M/Z 105.05  93.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22795: Benzene, 1,3-diethyl-5-methyl-
1

5000
12.40 12.60 12.80 13.00

m/z 148_.10 41 _.52%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
91
12.40 12.60 12.80 13.00
5000 m/z 91.05 36.64%
ol 15 2 Tos e 77 103 3
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119 12.40 12.60 12.80 13.00

m/z 106.10 22 .23%

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ U\DATA\VUO71018\

Data File : VU025300.D

Acg On - 10 Jul 2018 19:44

Operator : MD/SY

Sample - J3898-11 -
Misg - 5.0mL/MSVOA_U/WATER S e e
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U070918W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2,3-dimet... 2.71 12.4 ug/I1 153387 1 4.99 619474 50.0
Butane, 2,2,3,3-t... 5.54 23.3 ug/I1 335265 2 5.89 718350 50.0
Pentane, 2,3,3-tr... 7.05 23.6 ug/I1 339512 2 5.89 718350 50.0
p-Cymene 11.69 28.0 ug/I1 539525 4 11.49 962440 50.0
Benzene, 1,3-diet... 11.78 27.1 ug/I1 521125 4 11.49 962440 50.0
1-Phenyl-1-butene 12.29 20.8 ug/I1 399682 4 11.49 962440 50.0
Benzene, l-etheny... 12.36 64.8 ug/l 1247650 4 11.49 962440 50.0
1H-Indene, 2,3-di... 12.54 22.3 ug/I1 430096 4 11.49 962440 50.0
Benzene, 1,3-diet... 12.63 10.9 ug/I1 208805 4 11.49 962440 50.0
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