LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER I
ALS Vial : 15 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\82U061318W.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

1.088 134 155 181 rBV 1869965 2060498 76.37% 8.787%

1

2 1.458 262 270 280 rBV3 14915 36458 1.35% 0.155%
3 2.323 531 539 558 rvB 36375 64779 2.40% 0.276%
4 2.448 568 578 594 rVB 22876 39225 1.45% 0.167%
5 2.831 690 697 712 rVB2 15050 31728 1.18% 0.135%

3.001 733 750 768 rBV 57437 125788 4.66% 0.536%
4.101 1073 1092 1108 rBV4 21094 54871 2.03% 0.234%
rBv2 183295 415003 15.38% 1.770%
4.989 1354 1368 1386 rVvVv 268409 619649 22.97% 2.642%
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1 5.313 1456 1469 1490 rVB 179729 374106 13.87% 1.595%
11 5.892 1633 1649 1662 rBV 354420 703962 26.09% 3.002%
12 6.230 1741 1754 1769 rVB4 19517 40775 1.51% 0.174%
13 6.419 1792 1813 1828 rBV4 44255 109477 4._.06% 0.467%
14 7.072 2000 2016 2025 rBV2 43605 84954 3.15% 0.362%
15 7.435 2118 2129 2145 rVB2 36840 68091 2.52% 0.290%
16 7.570 2149 2171 2191 rBV 661198 1189607 44.09% 5.073%
17 8.098 2327 2335 2349 rVB 23441 41443 1.54% 0.177%
18 9.094 2632 2645 2659 rBvV 506307 851219 31.55% 3.630%
19 9.381 2718 2734 2748 rVB4 17632 38898 1.44% 0.166%
20 10.310 3012 3023 3043 rBvV 489787 797153 29.55% 3.399%
21 10.979 3221 3231 3247 rBV2 24953 52097 1.93% 0.222%
22 11.101 3256 3269 3279 rBV2 17221 35186 1.30% 0.150%
23 11.294 3319 3329 3335 rBV 38834 61659 2.29% 0.263%
24 11.487 3377 3389 3405 rBvV 577129 916591 33.97% 3.909%
25 11.692 3443 3453 3463 rBV2 49028 74991 2.78% 0.320%

26 11.773 3463 3478 3497 rVV3 655185 1366594 50.65% 5.828%
27 11.869 3498 3508 3524 rVB2 69329 130832 4._.85% 0.558%
28 11.985 3534 3544 3560 rVB 124584 191863 7.11% 0.818%
29 12.255 3614 3628 3635 rBV 878628 1364013 50.56% 5.817%
30 12.287 3635 3638 3649 rVB 236572 309005 11.45% 1.318%

31 12.358 3649 3660 3681 rBV2 707493 1330423 49.31% 5.673%
32 12.541 3707 3717 3728 rVB2 72926 115999 4_30% 0.495%
33 12.654 3731 3752 3765 rBV 700474 1113280 41.26% 4.747%
34 12.792 3784 3795 3808 rVB3 69533 112927 4._.19% 0.482%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER I
ALS Vial : 15 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\82U061318W.M
Title : SW846 8260
35 12.882 3814 3823 3829 rBV 38017 58763 2.18% 0.251%

36 12.930 3830 3838 3841 rVV3 70592 106836 3.96% 0.456%
37 12.969 3841 3850 3869 rVB 417598 715344 26.51% 3.050%
38 13.123 3878 3898 3916 rBV3 1599179 2698022 100.00% 11.505%

39 13.242 3928 3935 3944 rBV 34392 54095 2.00% 0.231%
40 13.297 3945 3952 3967 rVB6 45220 86337 3.20% 0.368%
41 13.413 3978 3988 3994 rBVY 44700 71036 2.63% 0.303%

42 13.461 3994 4003 4011 rVV 137853 232092 8.60% 0.990%
43 13.512 4011 4019 4028 rvv2 208637 329143 12.20% 1.404%
44 13.583 4028 4041 4045 rVvv2 116682 229615 8.51% 0.979%
45 13.615 4045 4051 4072 rVB3 196724 453071 16.79% 1.932%

46 13.731 4079 4087 4096 rBV2 30213 52506 1.95% 0.224%
47 13.792 4098 4106 4116 rVv2 49805 80701 2.99% 0.344%
48 13.860 4117 4127 4139 rVB 74854 123451 4._.58% 0.526%
49 13.956 4144 4157 4168 rVvVv2 117969 229983 8.52% 0.981%
50 14.017 4168 4176 4186 rVB2 62361 96487 3.58% 0.411%

51 14.155 4209 4219 4237 rBV2 112133 228050 8.45% 0.972%
52 14.339 4265 4276 4300 rVB6 158893 408111 15.13% 1.740%
53 14.480 4311 4320 4330 rVV 58939 93827 3.48% 0.400%
54 14.541 4330 4339 4353 rVB5 118215 217348 8.06% 0.927%
55 14.679 4372 4382 4396 rBV2 150498 263497 9.77% 1.124%

56 14.824 4419 4427 4434 rBV2 25248 39924 1.48% 0.170%
57 14.882 4434 4445 4453 rVV7 30562 74121 2.75% 0.316%
58 14.937 4454 4462 4478 rVB4 31345 72380 2.68% 0.309%
59 15.081 4493 4507 4516 rBv4 44315 99878 3.70% 0.426%
60 15.589 4647 4665 4681 rBV2 27886 64794 2.40% 0.276%
61 15.805 4723 4732 4737 rBV 44619 69151 2.56% 0.295%
62 15.837 4738 4742 4753 rVB 48521 69772 2.59% 0.298%

63 15.917 4753 4767 4793 rBV 145414 281527 10.43% 1.201%
64 16.062 4800 4812 4822 rBV 316457 504712 18.71% 2.152%

65 16.178 4837 4848 4863 rBV6 15287 32051 1.19% 0.137%

66 16.290 4863 4883 4904 rVB2 88242 236339 8.76% 1.008%

67 16.435 4918 4928 4940 rVB3 52124 83337 3.09% 0.355%

68 16.740 5014 5023 5041 rBV 38491 70889 2.63% 0.302%
Sum of corrected areas: 23450334
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER I
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU024693.D
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1500000

1000000

500000

L 1.46

1.50

2.833.00

2.32.45

2.50

4.10

04
Time--> 1.00
Abundance

T ™7
3.50 4.00
TIC: VU024693.D

I I
2.00 3.00

1500000

1000000

11.77

7.57
11.49

9.09 10.31

500000

10.98.1011.29

0 T
11.50

T
10.50

= T i
11.00

r T I
Time--> 9.00 9.50 10.00

Abundance

TIC: VU024693.D

13.12
1500000

1000000

500000

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER I
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 74.55 ug/1 1366590 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 64
2 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 64
4 Benzene. 1-propenvl- 118 C9H10 000637-50-3 46
5 (2)-1-Phenylpropene 118 C9H10 000766-90-5 41
Abundance Scan 3477 (11.770 min): VU024693.D (-3463) (-) m/z 117.10 100.00%
117
5000
A I
9 5 63 77 O 105 134 11140 11,60 11.80 12.00
o““.”“.”“.J“”.w“!Jm?ﬂnm?ﬂmL?ﬁmh,”LL?%LJ”“. m/z 118.10 53.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane

5000

11.40 11.60 11.80 12.00
m/z 115.00 33.38%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117

11.40 11.60 11.80 12.00
5000 o1 m/z 91.00 17.61%

65

39 51 g4 78 103

wwwmmwﬁrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8966: Benzene, cyclopropyl-

11.40 11.60 11.80 12.00
m/z 119.10 16.72%

5000

I\
LI L L L L L L L L O

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\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER L el
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.26 74.41 ug/1 1364010 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3630 (12.262 min): VU024693.D (-3614) (-) m/z 119.10 100.00%
119

5000
134
39 51 65 77 gr 105 12.00 12.20 12.40 12.60
Ot e e iy - m/z 134.100 30.11%

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-
119

5000
12.00 12.20 12.40 12.60

m/z 91.00 16.25%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 117.10 9.78%
134
91
15 27 41 51 65 77 103
mmmﬁmmmmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- R B am T
119 12.00 12.20 12.40 12.60

m/z 120.10 9.58%

5000

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER L el
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 Benzene, l-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.36 72.57 ug/1 1330420 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 91
2 Indan. 1-methvl- 132 C10H12 000767-58-8 91
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 91
4 Benzene. (2-methvlcvclopropvl)- 132 C10H12 1000327-39-0 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
Abundance Scan 3661 (12.361 min): VU024693.D (-3649) (-) m/z 117.10 100.00%
147
5000
oL 132 R4 VA Y N
39 51 63 77 102 12.00 12.20 12.40 12.60
Oberrrrre ettt ey el et 243 Tn/z 115.10  33.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117
5000 132
12.00 12.20 12.40 12.60
o1 m/z 132.05 30.11%
15 27 3 S0 & T a8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.00 14 .23%
132
91
27 39 51 65 77 103 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117 12.00 12.20 12.40 12.60
m/z 118.05 9.78%
5000 132
91
5 2 ® e 7o |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024693.D

Aca On : 18 Jun 2018 15:48

Operator : MD/SY

Sample : J3463-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M

Quant Title : 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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.65 60.73 ug/1 1113280 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
4 o-Cvmene 134 C10H14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
Abundance Scan 3751 (12.651 min): VU024693.D (-3731) (-) m/z 119.10 100.00%
119
5000 134
39 7 3 ”ﬁﬁﬁ%ﬁ%ﬁ%'
51 65 103 : : : :
..“”.““w.”ﬁn”w”.w”nwnm,””J”““.}ﬁHiL”.. 142 m/z 134.10 47.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134 LI B S I I U B N B N B
12.40 12.60 12.80 13.00
o1 m/z 90.95 16.53%
15 2\7 3\9 5\1 6\5 7 ‘ 105 Ll \
| | Ll |
mz-> 16 % 30 40 % 60 70 80 9 100 110 150 130 140 150
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.03%
91
5 27 39 51 65 77 105
wrwwmmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 133.10 9.65%
134
5000
G A N
| L Ll L, L Ll |
m/z--> 16 25 §0 Jo 55 eb fo éo 95 160 110 150 150 140 1éo 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER L el
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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, 2-ethenyl-1,4-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.97 39.02 ug/1 715344 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 90
3 Indan. 1-methvl- 132 C10H12 000767-58-8 90
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 87

Abundance Scan 3850 (12.969 min): VU024693.D (-3841) (-) m/z 117.05 100.00%

117

5000

12.60 12.80 13.00 13.20
m/z 132.05  40.09%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-

5000

12.60 12.80 13.00 13.20
m/z 115.00 26.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.60 12.80 13.00 13.20
5000 15 m/z 131.10 15.70%

39 51 91
27 65
58 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-

103110

12.60 12.80 13.00 13.20
m/z 91.00 11.29%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER I
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 2
R.T. EstConc Area Relative to ISTD R.T.
13.12 147.18 ug/Il 2698020 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 91
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 86
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 86
4 Benzene. 2-ethenvl-1.3-dimethvl- 132 C10H12 002039-90-9 55
5 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 55
Abundance Scan 3897 (13.120 min): VU024693.D (-3878) (-) m/z 117.10 100.00%
1y
5000 134
91
39 51 65 /7 s 207 12.80 13.00 13.20 13.40
e B S m/z 119.10 95.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14034: 1-Phenyl-1-butene
117
5000 132
o1 12.80 13.00 13.20 13.40
7 m/z 134.10 40.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
132 12.80 13.00 13.20 13.40
5000 m/z 132.10 35.01%
39 91
27 51 63 77
15 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- e e AREERATE
117 12.80 13.00 13.20 13.40
132 m/z 114.95 33.19%
5000
91
39 51 65 77 ‘ ‘
27 105
||1|5||‘|||‘|||“l‘|‘|“”||“|‘h|||‘i||‘|‘||l‘| |‘l‘|‘|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061818\
Data File : VU024693.D

Aca On : 18 Jun 2018 15:48

Operator : MD/SY

Sample : J3463-11

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
: SW846 8260

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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.62 24.72 ug/1 453071 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
2 Benzene. (l-methyl-1-butenvl)- 146 C11H14 053172-84-2 91
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 91
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 91
5 Benzene, l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 91

Abundance Scan 4053 (13.622 min): VU024693.D (-4045) (-) m/z 131.10 100.00%
181
69
5000 43
55 83 110 146
95 168 207 13.40 13.60 13.80 14.00
m/z 69.10 59.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000 LR BRI SR U U
5 13. 40 13. 60 13 80 14. 00
14 m/z 43.00 42.94%
27 39 51
IIII"""I"“"I(:;l‘4"7"7l""']I-O'3"HIIMI I“"'I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
o 1340 13.60 13.80 14.00
5000 m/z 83.10 22 .64%
146
,; 39 51 77 115
. 63 103
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl- e e e T
131 13. 40 13. 60 13 80 14. 00
m/z 146.10 22.00%
5000 146
27 39 51
---.-‘---‘.--‘-‘-.6‘=3‘-‘-7-‘7.--‘--1.0-3--“.-‘1“1-.=“---.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER L el
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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-4,7-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 22.26 ug/1 408111 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 96
2 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 94
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 94
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
Abundance Scan 4276 (14.339 min): VU024693.D (-4265) (-) m/z 131.05 100.00%
5000
146
o O 14.00 14.20 14.40 14.60
39 51 63 77 103 : : : :
L 20 207 Th/z 146.10  34.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000 146

14.00 14.20 14.40 14.60
m/z 115.00 18.86%

115
27 39 51 65 77 %1037 | |
L o o LI I I B B R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14.00 14.20 14.40 14.60
5000 m/z 129.05 15.52%
146
115
5 27 39 51 g3 77 91 103
LN e o o L L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 14.00 14.20 14.40 14.60
m/z 128.00 14.73%
5000
146
€ 15
27 e |y
] i

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU0O61818\

Data File : VU024693.D

Aca On - 18 Jun 2018 15:48

Operator : MD/SY

sample - J3463-11 -
Misc - 5.0mL/MSVOA U/WATER L el
ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W.M
Quant Title : 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 Naphthalene, 1,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.06 27.53 ug/1 504712 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 4811 (16.059 min): VU024693.D (-4800) (-) m/z 156.10 100.00%

5000

15.80 16.00 16.20 16.40
m/z 141.10 80.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28477: Naphthalene, 1,6-dimethyl-
156
141
5000

15.80 16.00 16.20 16.40
m/z 155.10 28.39%

77 115
63
N 0 - S U T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141156
15.80 16.00 16.20 16.40
5000 m/z 114.95  18.45%
115
76
27 S 101
mmwﬁwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28476: Naphthalene, 1,4-dimethyl-
156 15.80 16.00 16.20 16.40
141 m/z 153.10 14 .60%
5000
51 77 115 ‘
S TR SN T ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRVAHPCHEM1\MSVOA_ U\DATA\VUO61818\

Data File : VU024693.D

Acg On - 18 Jun 2018 15:48

Operator : MD/SY

Sample - J3463-11 :
Misg - 5.0mL/MSVOA_U/WATER LI L0 e 2T
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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]
Indane 11.77 74.5 ug/1 1366590 4 11.49 916591 50.0
Benzene, l-ethyl-_.. 12.26 74_.4 ug/1 1364010 4 11.49 916591 50.0
Benzene, l-etheny... 12.36 72.6 ug/1l 1330420 4 11.49 916591 50.0
Benzene, 1,2,3,4-... 12.65 60.7 ug/l1 1113280 4 11.49 916591 50.0
Benzene, 2-etheny... 12.97 39.0 ug/I1 715344 4 11.49 916591 50.0
1-Phenyl-1-butene 13.12 147.2 ug/l 2698020 4 11.49 916591 50.0
1H-Indene, 2,3-di... 13.62 247 ug/l 453071 4 11.49 916591 50.0
1H-Indene, 2,3-di... 14.34 22.3 ug/I1 408111 4 11.49 916591 50.0
Naphthalene, 1,6-... 16.06 27.5 ug/I1 504712 4 11.49 916591 50.0
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