LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample - 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.093 261 263 266 rBV 447960 499672 12.62% 1.447%
2 5.527 298 301 303 rBv 2027704 1790982 45.24% 5.185%
3 6.556 389 391 394 rBV 1496146 1355104 34.23% 3.923%
4 6.693 400 403 405 rBvV 3749171 3434071 86.74% 9.941%
5 6.922 421 423 425 rBvV 1131304 922086 23.29% 2.669%
6 7.082 434 437 439 rBV 3452794 3367220 85.05% 9.748%
7 7.493 470 473 474 rBV 2589737 3003500 75.87% 8.695%
8 7.516 474 475 478 rVB 65888 65492 1.65% 0.190%
9 7.676 487 489 492 rVB 21581 41682 1.05% 0.121%
10 7.882 503 507 510 rBvV2 28879 51572 1.30% 0.149%

11 7.950 510 513 515 rBV 136701 170778 4_.31% 0.494%
12 8.213 533 536 540 rBv2 958203 1929945 48.75% 5.587%

13 8.407 550 553 555 rBv4 27197 43498 1.10% 0.126%
14 8.590 565 569 571 rBvV2 67641 100693 2.54% 0.292%
15 8.670 571 576 578 rvV 43723 78693 1.99% 0.228%
16 8.716 578 580 583 rvB3 34981 48755 1.23% 0.141%
17 8.796 586 587 589 rvB2 52204 51531 1.30% 0.149%

18 8.922 596 598 600 rvv 153170 137097 3.46% 0.397%
19 9.025 604 607 609 rBvV 171925 202867 5.12% 0.587%
20 9.150 612 618 620 rBV6 36495 140529 3.55% 0.407%

21 9.287 627 630 633 rBVY 3439981 3935841 99.42% 11.394%
22 9.436 641 643 645 rBvV 28186 40182 1.01% 0.116%
23 9.482 645 647 650 rvB 77190 105474 2.66% 0.305%
24 9.550 650 653 655 rBv2 151322 225098 5.69% 0.652%
25 9.630 658 660 661 rBvV 176441 227598 5.75% 0.659%

26 9.745 668 670 675 rVB 100735 140824 3.56% 0.408%
27 9.825 675 677 679 rBvV 80336 82913 2.09% 0.240%
28 9.893 682 683 687 rBvV3 21438 47507 1.20% 0.138%
29 9.973 687 690 691 rvv 1151342 1250077 31.58% 3.619%
30 9.996 691 692 694 rvv 133578 167183 4.22% 0.484%

31 10.076 696 699 701 rvB2 45419 76905 1.94% 0.223%
32 10.133 701 704 705 rBV3 30793 48912 1.24% 0.142%
33 10.168 705 707 709 rBvV2 83804 91746 2.32% 0.266%
34 10.213 709 711 713 rVB 55761 52240 1.32% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample - 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.282 715 717 719 rBV2 79835 98240 2.48% 0.284%
36 10.373 723 725 726 rBV 47205 71213 1.80% 0.206%
37 10.396 726 727 729 rVB 81441 72262 1.83% 0.209%
38 10.465 731 733 736 rBV3 37065 57229 1.45% 0.166%
39 10.510 736 737 740 rBV2 68488 94897 2.40% 0.275%

40 10.579 741 743 746 rBV2 83168 163972 4.14% 0.475%

41 10.762 756 759 762 rBV 1990698 2333462 58.94% 6.755%
42 10.888 767 770 773 rVB3 111020 157178 3.97% 0.455%

43 10.956 774 776 779 rBV3 31091 57150 1.44% 0.165%
44 11.059 783 785 787 rBV 28932 46579 1.18% 0.135%
45 11.093 787 788 792 rVB 62535 80763 2.04% 0.234%
46 11.322 806 808 810 rBV3 32719 60467 1.53% 0.175%
47 11.459 818 820 826 rVB 1363991 1209228 30.54% 3.501%
48 11.573 828 830 833 rBvV 76150 86323 2.18% 0.250%
49 12.076 872 874 877 rVB3 29421 54854 1.39% 0.159%

50 13.048 956 959 962 rBV 2929135 3958926 100.00% 11.461%

51 13.951 1036 1038 1043 rVB3 34923 52467 1.33% 0.152%
52 14.099 1049 1051 1054 rVB 1019916 1062413 26.84% 3.076%
53 15.562 1176 1179 1182 rBV 606357 896949 22.66% 2.597%

Sum of corrected areas: 34542839
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092788.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 10.84 ng 499672 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 263 (5.093 min): BF092788.D (-261) (-) m/z 43.05 100.00%
43
59
5000
101 I SR R L L
4.80 5.00 5.20 5.40
e B0t L e 8 | w/z 59.10 55.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R LS LS A
59 480 5.00 520 5.40
m/z 101.10 15.68%
15 31 101
‘ \M‘ L 50 \‘ 83 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 500 520 540
5000 41 m/z 58.10 14 .75%
31
69 87
15 51 98
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13188: 3-Octanol e E e RRA R B
59 4.80 5.00 5.20 5.40
m/z 41.10 8.65%
5000 29 4 83
101
“'I'"'I”"I""I”"?}"'P"g?""l'“'?%"'P'"%%?"I"}?g"' A N UL IR UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.69 Concentration Rank 1

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

6.69 74.48 ng 3434070 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.693 min): BF092788.D (-400) (-) m/z 132.10 100.00%
132
5000 68
6 Trryprrrr|yrrrr|rrrr|rrrrr
40 _ 54 ‘ 75 104 6.40 6.60 6.80 7.00
..,....,....,...:,“.'.‘.‘7:,!!..?%:.n.',..':.,..5.‘.7,....,.':..,.1.1:‘3.,....,'...,... m/z 68.10 44.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRDNUMRSE U U A
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.10 32.87%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 28.84%
33 44 g7 105

70 78
51 60 86 115

wwwmmwmmm
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole LR e
132 6.40 6.60 6.80 7.00
m/z 69.10 17 .45%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1-methyl- Concentration Rank 10

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

9.02 2.10 ng 202867 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 96
3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 90

Abundance Scan 607 (9.025 min): BF092788.D (-604) (-) m/z 142.10 100.00%
142
5000
115

39 51 6371 59 89 103 191 160 8.60 8.80 9.00 9.20 9.40
Obrprrrr ey et oo e 223 M 10 Tns77141.10 0 89.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18499: Naphthalene, 1-methyl-
142
5000
115 8.60 8.80 9.00 9.20 9.40
m/z 115.10 33.07%
27 39 51 6371 89 15 | 196
R B A B i L e R !
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
142
8.60 880 9.00 9.20 9.40
5000 m/z 139.10 12.20%
115
27 39 51 8371 89 44 126
Wwwmmﬁmﬁwwmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18506: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene ma EAaa Rl e e
141 8.60 8.80 9.00 9.20 9.40
115 m/z 143.10 11.62%
5000
39 51 89
.,..2..7,....‘,....;‘....,:‘.‘..g.:‘.7.?....‘,....1,(.).2..,.‘.l.,f??,....‘;.‘...,....,....,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 9

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

9.15 2.25 ng 140529 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 60
2 1H-Indene, 2,3-dihydro-1,4,7-tri... 160 C12H16 054340-87-3 49
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 49
4 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 43
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 43

Abundance Scan 618 (9.150 min): BF092788.D (-612) (-) m/z 145.20 100.00%
145
131

5000

8.80 9.00 9.20 9.40
m/z 131.10 64 .26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29424: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145
5000 Illllll{:\lllllllllllllll
8.80 9.00 9.20 9.40
160 m/z 160.10 53.10%
115 128
51 e 77 O 1050 |
T e e P e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
8.80 9.00 9.20 9.40
5000 m/z 81.10 48.09%

160

15 27 39 51 g3 77 91 105115 128

mmwmrﬁmﬁrﬁmwﬁw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #29463: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- R
145 8.80 9.00 9.20 9.40
m/z 118.10 44.31%
5000
160
Z B oS es T e
1 1 Ly Ll | 1l niin
A R Rama Lo B A At o R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,7-dimethyl- Concentration Rank 5

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

9.55 3.60 ng 225098 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 653 (9.550 min): BF092788.D (-650) (-) m/z 156.10 100.00%
1%6
141
5000
77 115
39 51 63 91 9.20 9.40 9.60 9.80
S U RSO TRVl 00 ..|.|! ..:'! ....',!..|'. WA w7z 141.10  69.66%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27177: Naphthalene, 2,7-dimethyl-
156
5000
141 9.20 9.40 9.60 9.80
m/z 155.10 36.87%
miz-> 20 30 40 éo eb 70 85 90 100 110 150 150 140 150 160 170
Abundance
156
9.20 9.40 9.60 9.80
5000 141 m/z 115.10 19.94%
30 39 51 63 7 g1 00 15 128
mmmwmmm
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27196: Naphthalene, 1,6-dimethyl- e B e B
156 9.20 9.40 9.60 9.80
141 m/z 117.05 17.73%
5000
115 128
'I"%?"”I'”4?”"I”'§?”"P§?'"?ﬁ"”l'j”l"w\"”“l'” H't AR ] AR U S
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1,7-dimethyl- Concentration Rank 4

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

9.63 3.64 ng 227598 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 660 (9.630 min): BF092788.D (-658) (-) m/z 156.10 100.00%
141 1%6
5000
76 1o 128 9.40 9.60 9.80 10.00
39 51 63 89 : : : :
SN < .',':..~!",..~..1,°.2.-.|.~,.' 180 m/z 141.10 88.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27188: Naphthalene, 1,7-dimethyl-
156
141
5000
9.40 9.60 9.80 10.00
115 m/z 155.10 29.06%
2839 51 03 77 g9 100 "M | |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.40 9.60 9.80 10.00
5000 m/z 115.10 17.83%
115
1827 39 51 63 76 gg 100 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27192: Naphthalene, 1,4-dimethyl- A e B
141 156 9.40 9.60 9.80 10.00
m/z 153.10 15.71%
5000
115
30 51 63 77 89 102 ') ¥ﬁ8 Ul
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,3-dimethyl- Concentration Rank 8

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

9.74 2.25 ng 140824 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 670 (9.745 min): BF092788.D (-668) (-) m/z 141.10 100.00%
141 156
5000
115
51 63 76 g9 102 9.40 9.60 9.80 10.00
SN - WS L oGl J el AT hs7 156,10 - 96.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156
5000
9.40 9.60 9.80 10.00
s 76 115 g m/z 155.10 28.31%
i |1|5| .2‘.7. |3\|9| .ﬁfl.‘l“l .‘.‘M‘l |8|9| .1|Q.2. i ‘; I AL I\I‘I i \H\ ‘ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.40 9.60 9.80 10.00
5000 m/z 115.10 20.39%
115
39 51 63 77 g9 1gp 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27183: Naphthalene, 2,6-dimethyl- R B
141 156 9.40 9.60 9.80 10.00
m/z 153.10 14 _.05%
5000
115 1og
51 63 7
a5z % T s | g
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Isopropenylnaphthalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.62 ng 163972 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 81
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 62
3 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 53
4 1,1"-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 50
5 1,1"-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 46
Abundance Scan 743 (10.579 min): BF092788.D (-741) (-) m/z 168.10 100.00%
148
153
5000
115 158139 182 10.20 10.40 10.60 10.80
102 Eel m/z 153.10  76.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000 USRS SN SUNRE B
10.20 10.40 10.60 10.80
83 m/z 167.10 56 .80%
27 39 51 68 75 7 g5 105015126 139 || ||
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance
168
183 10.20 10.40 10,60 10.80
5000 m/z 165.10 40.57%
115 141
83
15 27 39 51 63 73 102 128
mz> 20 40 60 80 100 120 140 160 180 200
Abundance #34883: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]- B R EE e s )
153 168 10.20 10.40 10.60 10.80
m/z 152.10 39.69%
5000
104114
R AR S UL S "|l""|}?§ }ﬁ%'h“ EERNwERE USRS SN SUNRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample : 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1(2H)-Acenaphthylenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.60 ng 157178 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 90
2 CyclobutaJde]naphthalene 140 C11H8 024973-91-9 55
3 Oxidopamine 169 C8H11NO3 001199-18-4 50
4 1H-Inden-1-one, 4,7-difluoro-2,3... 168 C9H6F20 130408-16-1 47
5 Benzaldehyde, 2-fluoro-4-hydroxy- 140 C7H5F02 000348-27-6 43
Abundance Scan 770 (10.888 min): BF092788.D (-767) (-) m/z 140.10 100.00%
140 168
5000
184
18 10,60 10.80 11.00 11.20
m/z 168.10 98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34859: 1(2H)-Acenaphthylenone
140 168
5000
10.60 10.80 11.00 11.20
69 m/z 139.10 84 _.85%
50 ‘ 87 9 113 ‘
|||||||||||H|||“||‘|h||lw::l|||“||||||”||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
140
10,60 10.80 11.00 11.20
5000 m/z 169.05 41.14%
63 g4 113
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35634: Oxidopamine
30 140 10.60 10.80 11.00 11.20
m/z 184.20 31.11%
5000 169
152
53 69
43 123
||:|I-‘8||‘l“l|‘i“||H‘||‘|‘hi“| |‘|8|4.|?‘?|i%:!:1| Iw\‘lllwhl ‘::M‘u‘:l::‘::l::::l::
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020317\
Data File : BF092788.D

Acq On : 3 Feb 2017 21:11

Operator : SJ/MA

Sample - 11666-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 10.8 ng 499672 1 6.92 922086 20.0
unknown6 .69 6.69 74.5 ng 3434070 1 6.92 922086 20.0
Naphthalene, 1-me... 9.02 2.1 ng 202867 2 8.21 1929950 20.0
1H-Indene, 2,3-di... 9.15 2.3 ng 140529 3 9.97 1250080 20.0
Naphthalene, 2,7-... 9.55 3.6 ng 225098 3 9.97 1250080 20.0
Naphthalene, 1,7-... 9.63 3.6 ng 227598 3 9.97 1250080 20.0
Naphthalene, 2,3-... 9.74 2.3 ng 140824 3 9.97 1250080 20.0
1-1sopropenylnaph... 10.58 2.6 ng 163972 3 9.97 1250080 20.0
1(2H)-Acenaphthyl... 10.89 2.6 ng 157178 4 11.46 1209230 20.0
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