LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample : H3349-03

Misc :

ALS Vial : 34 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:\HPCHEM1I\BNA F\METHODS\8270-BF060416.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 heiaht area % max. total
1 1.770 14 16 25 rvB 227963 442861 6.82% 0.450%
2 1.896 25 27 42 rVB 2204288 3961737 61.04% 4.023%
3 2.090 42 44 58 rvB2 61322 192240 2.96% 0.195%
4 5.027 299 301 304 rvv 90157 137739 2.12% 0.140%
5 5.439 335 337 340 rVB 1181814 1274483 19.64% 1.294%
6 6.010 384 387 389 rVB 417198 364534 5.62% 0.370%
7 6.307 410 413 415 rVvB 441534 380280 5.86% 0.386%
8 6.479 425 428 430 rBY 1044113 1017274 15.67% 1.033%
9 6.616 437 440 442 rBV 2272140 2152393 33.16% 2.186%
10 6.810 452 457 458 rBV2 163220 249950 3.85% 0.254%

11 6.845 458 460 462 rVvVv 512169 603537 9.30% 0.613%
12 7.005 471 474 475 rBV 1951989 1988960 30.64% 2.020%
13 7.027 475 476 478 rVV 803655 945250 14.56% 0.960%
14 7.107 481 483 484 rVvVv 278434 292883 4_.51% 0.297%
15 7.176 487 489 493 rVB2 246713 412423 6.35% 0.419%

16 7.245 493 495 500 rBV5 57241 148047 2.28% 0.150%
17 7.416 503 510 515 rBVv3 1700133 3425842 52.78% 3.479%
18 7.496 515 517 519 rVB 192184 192343 2.96% 0.195%
19 7.542 519 521 525 rBv3 125333 190806 2.94% 0.194%
20 7.622 525 528 530 rvVvB 533378 637696 9.82% 0.648%

21 7.668 530 532 534 rBvV2 59308 115988 1.79% 0.118%
22 7.702 534 535 537 rBvV2 51553 68222 1.05% 0.069%
23 7.748 537 539 540 rvv 90599 103880 1.60% 0.105%
24 7.805 540 544 547 rVB2 237759 625126 9.63% 0.635%
25 7.873 547 550 552 rBv2 1327787 1649564 25.41% 1.675%

26 7.953 555 557 560 rvB3 120560 230600 3.55% 0.234%
27 8.010 560 562 564 rVB 139338 131731 2.03% 0.134%
28 8.068 564 567 569 rBv2 246133 386825 5.96% 0.393%
29 8.136 569 573 576 rvv2 1001085 1445931 22.28% 1.468%
30 8.182 576 577 579 rVB 323335 273949 4.22% 0.278%

31 8.228 579 581 585 rBv3 130784 301211 4.64% 0.306%
32 8.296 585 587 588 rvv 122760 123337 1.90% 0.125%
33 8.330 588 590 592 rvv2 195441 291146 4._.49% 0.296%
34 8.376 592 594 596 rvv2 179758 385555 5.94% 0.392%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample : H3349-03

Misc :

ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.422 596 598 600 rvv2 169527 276355 4.26% 0.281%

36 8.468 600 602 605 rvv3d 111951 258097 3.98% 0.262%
37 8.525 605 607 612 rvv3 156382 425921 6.56% 0.433%
38 8.605 612 614 616 rvVv 320053 457854 7.05% 0.465%
39 8.639 616 617 619 rvv 330300 324354 5.00% 0.329%
40 8.696 619 622 623 rvv3 102376 226271 3.49% 0.230%

41 8.719 623 624 626 rvV 99462 150162 2.31% 0.152%
42 8.799 626 631 632 rvVv 617321 758689 11.69% 0.770%
43 8.833 632 634 636 rvv2 294304 330913 5.10% 0.336%
44 8.879 636 638 639 rvv2 134281 196340 3.02% 0.199%
45 8.948 639 644 649 rvv2 1912820 3613079 55.67% 3.669%

46 9.085 649 656 657 rvv5 784182 1925294 29.66% 1.955%
47 9.142 657 661 663 rvv 1585961 2085475 32.13% 2.118%
48 9.222 665 668 669 rvv 2171409 3233852 49.82% 3.284%
49 9.245 669 670 673 rvv3d 203893 308197 4._75% 0.313%
50 9.336 673 678 679 rvv3 267411 642051 9.89% 0.652%

51 9.371 679 681 687 rvve 362093 1243826 19.16% 1.263%
52 9.473 687 690 694 rvv3 865909 2361634 36.39% 2.398%
53 9.576 694 699 701 rvv3 1307913 3750623 57.79% 3.809%
54 9.633 701 704 706 rvv4 1326926 2837009 43.71% 2.881%
55 9.668 706 707 709 rvv2 463401 723124 11.14% 0.734%

56 9.702 709 710 713 rvv3 163319 375099 5.78% 0.381%
57 9.748 713 714 716 rVvV2 261526 283114 4_36% 0.288%
58 9.793 716 718 719 rvv2 274737 370695 5.71% 0.376%
59 9.839 719 722 725 rVvV2 1058365 1884140 29.03% 1.913%
60 9.885 725 726 728 rVvV 768919 1217835 18.76% 1.237%

61 9.931 728 730 731 rvv2 514850 707938 10.91% 0.719%
62 9.976 731 734 735 rvv2 881720 1214463 18.71% 1.233%
63 10.056 737 741 743 rVV2 864620 2125669 32.75% 2.159%
64 10.091 743 744 746 rVV2 297745 469562 7.23% 0.477%
65 10.228 750 756 759 rvv2 1571344 4526679 69.74% 4_.597%

66 10.274 759 760 763 rvv2 882759 1799206 27.72% 1.827%
67 10.319 763 764 766 rvv2 767706 871783 13.43% 0.885%
68 10.354 766 767 768 rvV 380424 429517 6.62% 0.436%
69 10.456 770 776 778 rVV3 1889014 6490596 100.00% 6.591%
70 10.491 778 779 784 rVV5 1114646 2222983 34.25% 2.257%

71 10.571 784 786 788 rvV 893772 1191772 18.36% 1.210%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample : H3349-03

Misc :

ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 10.639 789 792 794 rVvV2 1113734 1712221 26.38% 1.739%
73 10.685 794 796 797 rVV 1747659 2517500 38.79% 2.557%
74 10.765 797 803 804 rvv2 1417743 3508874 54.06% 3.563%
75 10.799 804 806 808 rvVv 1829174 2650604 40.84% 2.692%

76 10.834 808 809 812 rvv 894350 953816 14.70% 0.969%
77 10.925 812 817 820 rVV5 445922 1452084 22.37% 1.475%
78 10.982 820 822 824 rvv2 312911 562364 8.66% 0.571%
79 11.039 826 827 831 rvv3 351419 576246 8.88% 0.585%
80 11.096 831 832 838 rVB3 418249 845126 13.02% 0.858%

81 11.188 838 840 842 rBV 509330 556296 8.57% 0.565%
82 11.234 842 844 846 rVB3 95342 122541 1.89% 0.124%
83 11.336 852 853 854 rBvV 120038 101461 1.56% 0.103%
84 11.371 854 856 857 rvv 683223 580328 8.94% 0.589%
85 11.405 857 859 863 rvB2 356034 458443 7.06% 0.466%

86 11.462 863 864 865 rBvV 102843 84292 1.30% 0.086%
87 11.565 872 873 876 rBV3 55202 117133 1.80% 0.119%
88 11.759 889 890 892 rVvB 92440 73925 1.14% 0.075%
89 11.839 895 897 899 rvv2 50541 79008 1.22% 0.080%
90 11.908 902 903 910 rvB4 85579 156884 2.42% 0.159%
91 12.079 916 918 920 rBV 46266 75140 1.16% 0.076%
92 12.125 920 922 924 rVvV 345986 408210 6.29% 0.415%
93 12.159 924 925 927 rVB 93387 65356 1.01% 0.066%
94 12.742 974 976 978 rVB 63187 66361 1.02% 0.067%

95 12.959 992 995 997 rBV 2379065 2361888 36.39% 2.399%
96 14.000 1083 1086 1088 rBV 609589 548401 8.45% 0.557%
97 15.417 1208 1210 1213 rBV 281132 383621 5.91% 0.390%

Sum of corrected areas: 98472637
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO87779.D
1.90 6.62

2000000 7.00
7.42

1500000

5.44
6.48

1000000

2.09 5.03

e e e e A

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BF087779.D

10.46  10.80
10.68

2000000

1500000

1000000

500000

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BFO87779.D
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14.00
500000
15.42
O T A e e e e A e e e e e e e e e e 05 B S B A A e B S B S S S S S |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.62 Concentration Rank 6

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

6.62 71.33 ng 2152390 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 440 (6.616 min): BF087779.D (-437) (-) m/z 132.00 100.00%
132.0
5000 68.1
01500 [| 0o % e J 620 640 ko 650 70
oLl et e m/z 68.10 40.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AL P I R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.23%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.23%
0 51.0 70.0 86.0
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e D e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
4.0 m/z 69.05 16.56%
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l NSO | B SR
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Indane Concentration Rank 17

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

7.03 31.32 ng 945250 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 90
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 78
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 50

Abundance Scan 476 (7.027 min): BF087779.D (-475) (-) m/z 117.05 100.00%
117.1
5000
w1 579 0 % on | SB0 ko 700 750 7o
o.w”.w“.w”.m””ﬂ”J,mm,”A,””n””,m”,ﬂh,nn,nnﬁ.“, m/z 118.05 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117.0
5000 [T ----u----ﬁA--
6.60 6.80 7.00 7.20 7.40
910 m/z 91.10 14.18%
oL 150 27.0 390 510 88D 770 | 1030
mz> 10 20 90 40 50 60 70 80 96 100 110 130 130 140
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 115.05 11.60%
91.0
. 970 390 51.0 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8962: Benzene, 1-propenyl- REas e R S
117.0 6.60 6.80 7.00 7.20 7.40
m/z 57.90 8.78%
5000
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2-ethenyl-1,4-dime... Concentration Rank 19

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

7.87 22.82 ng 1649560 Naphthalene-d8 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 93
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 91
4 2.4-Dimethvistvrene 132 C10H12 002234-20-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 86

Abundance Scan 550 (7.873 min): BF087779.D (-547) (-) m/z 117.10 100.00%
117.1
5000

132.1
91.0

39.1 51.0 65.0 77.0 7.60 7.80 8.00 8.20

145.1 160.1

0 m/z 119.05 58.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.60 7.80 8.00 8.20
m/z 132.10 35.99%
270 510 65.0 77.0 1040
0nﬁaﬂuhpnﬁunmmnﬂtpﬂu”“p”.ﬁh.Jpnﬂnupuwnupuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117.0
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.05 30.51%
91.0
270  °L0 650770 104.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 23.82%
5000 132.0
39.0 65.0 77.0 91.0
by 2 B0 e 280 M bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.08 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.08 31.62 ng 1925290 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 38
2 Benzene. 1-(l-methvlethenvl)-3-(... 160 C12H16 001129-29-9 38
3 Benzene. (2.2-dimethvl-1-methvle... 160 C12H16 005676-29-9 38
4 Benzene. 1-(1.1-dimethvlethvl)-4._... 160 C12H16 001746-23-2 38

5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 38
Abundance Scan 656 (9.085 min): BF087779.D (-649) (-) m/z 98.10 100.00%
98.1 145.1
41.1 55.1
5000 69.1
8.80 9.00 9.20 9.40
0 m/z 145.10 98.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145.0
5000
8.80 9.00 9.20 9.40
160.0 m/z 55.10 56.69%
180 390 630 77.0 9101050 128”'0 L]
oL K PRSP P VRIS PRI | RO W SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
Al EEma s B
8.80 9.00 9.20 9.40
5000 160.0 m/z 41.10 55.78%
117.0
41.0 910
270 || 63.0 /10 131.0
| NN T Y PSSP RS MRS S | O N N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30922: Benzene, (2,2-dimethyl-1-methylenepropyl)- T
145.0 8.80 9.00 9.20 9.40
m/z 69.10 50.75%
5000 91.0
57.0 117.0 160.0
41.0
20 ], L o
0....whh.Hh.Hu,Wu”H..l.,U..W,umﬂ,ht..ﬂH...,. Al EEma s B
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,3,4,5,6,7-Hexahydro-1H-cy... Concentration Rank 14

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

9.14 34.25 ng 2085480 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 58
2 Benzene. l-pentenvl- 146 Cl1l1H14 000826-18-6 58
3 1H-Imidazole. 4.5-dihvdro-2-phenvl- 146 C9H10N2 000936-49-2 52
4 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 46
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 46

Abundance Scan 661 (9.142 min): BF087779.D (-657) (-) m/z 117.10 100.00%
1171 146.1
5000
91.1
301 630 1661 J510 8.80 9.00 9.20 9.40
o} R Al AAmaw Ban s s S m/z 146.10 99.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146.0
118.0
5000
8.80 9.00 9.20 9.40
91.0 m/z 118.10 48.36%
39.0 65.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
117.0
8.80 9.00 9.20 9.40
5000 m/z 115.10 36.02%
91.0 146.0
28.0 65.0
Oy T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22238: 1H-Imidazole, 4,5-dihydro-2-phenyl-
117.0 8.80 9.00 9.20 9.40
146.0 m/z 91.10 23.36%
5000
77.0
0 '|2'7'(')'|"5ﬁ'c')|""|""'|l"l RASSNARSNRARANRAERENARSNRERY RARAS SR A SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 (Z)-1-Phenylpropene Concentration Rank 20

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

9.37 20.43 ng 1243830 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-1-Phenvlpropene 118 C9H10 000766-90-5 94
2 7-Methvlindan-1-one 146 C10H100 039627-61-7 86
3 Benzene. 1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 62
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 46
5 Indane 118 C9H10 000496-11-7 46

Abundance Scan 681 (9.371 min): BF087779.D (-679) (-) m/z 117.10 100.00%
1.1

5000

9.00 9.20 9.40 9.60 9.80

0 m/z 146.10 69.84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8954: (2)-1-Phenylpropene
117.0
5000
91.0 9.00 9.20 9.40 9.60 9.80
0
. S0 m/z 118.10 58.60%
0...,.?..«..m.\M.ww,.ﬂa.pﬂ..H,....,.”.,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

117.0 146.0

9.00 9.20 9.40 9.60 9.80

5000 m/z 145.10 45.91%
91.0
39.0
63.0 77.0 1310
O T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8971: Benzene, 1-ethenyl-2-methyl-
117.0 9.00 9.20 9.40 9.60 9.80
m/z 115.05 35.95%
5000
91.0
39.0
‘ 63.0 770
oL 288 L A .‘,“:‘. e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,5-dimethyl- Concentration Rank 11

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

9.47 38.78 ng 2361630 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 94
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 94
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 94
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 89

Abundance Scan 690 (9.473 min): BFO87779.D (-687) (-) m/z 156.05 100.00%
156.1
117.1 1411

5000

9.20 9.40 9.60 9.80

(0} m/z 117.10 68.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
1150 m/z 141.10 68.55%
o, 270 S0 0 e T o4l
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.20 9.40 9.60 9.80
5000 m/z 109.10 57.51%
770 115.0
27.0 510 ’ 98.0
T T T T T T T T T e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28483: Naphthalene, 2, 7-dimethyl- i
156.0 9.20 9.40 9.60 9.80
m/z 146.10 50.98%
141.0
5000
41.0 77.0 115.0
b0 OB 80l
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

9.58 61.59 ng 3750620 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 70
2 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 70
3 Ethanone. 1-(2.3-dihvdro-1H-inde... 160 C11H120 004228-10-8 60
4 Benzene. 1-(l1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 55
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 51

Abundance Scan 699 (9.576 min): BF087779.D (-694) (-) m/z 145.10 100.00%
145.1
5000 1151 160.1
a7 51.0 77.1 911 1771 9.20 9.40 9.60 9.80
o/ SN 4 : m/z 156.10 58.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
m/z 160.10 47 .83%
510 115.0
0....|2.7.O..|..‘..l‘l..H‘l...9.8|0...‘.lu‘l‘..‘l‘..‘l“‘ e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
9.20 9.40 9.60 9.80
5000 m/z 141.10 44 .55%
160.0
010 115.0
150 90 630 ' 131.0
O B O T o o O A S maw S
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30840: Ethanone, 1-(2,3-dihydro-1H-inden-5-yl)-
145.0 9.20 9.40 9.60 9.80
m/z 115.10 38.45%
5000 115.0
' 160.0
43.0 91.0
o 27.0 830 f 1290 |
m/z--> 20 40 60 80 100 150 140 1éo 180 920 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanone, 1-(2,3-dihydro-1H... Concentration Rank 10

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

9.63 46.59 ng 2837010 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(2.3-dihvdro-1H-inde... 160 C11H120 004228-10-8 76
2 1H-Inden-1-one. 2.3-dihvdro-3.3-... 160 C11H120 026465-81-6 74
3 Benzene. 1-(1.1-dimethvlethvl)-4._._. 160 C12H16 001746-23-2 64
4 Benzene. 1-(1-methvlethenv)-3-(... 160 C12H16 001129-29-9 58
5 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 58

Abundance Scan 704 (9.633 min): BF087779.D (-701) (-) m/z 145.10 100.00%
145.1
5000 1151
91.0
39.1 65.0 |H 9.40 9.60 9.80 10.00
Ol e g .l|:.,»:n.--.»!--,.‘.'-'.l.,=.'.'.|,.1.7.“.3,1.... o8 | m/z 160.10  54._05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30840: Ethanone, 1-(2,3-dihydro-1H-inden-5-yl)-
145.0
5000
115.0 9.40 9.60 9.80 10.00
m/z 115.10 37.78%
30 gz 90 ‘
0?ﬁ?”.qkn”,”.w.ﬂ.“..w.”.“kn‘.”...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
145.0
940 9.60 9.80 10.00
5000 m/z 117.10 28.92%
910 117.0
39.0 430
O o e o B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30920: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145.0 9.40 9.60 9.80 10.00
m/z 112.10 25.10%
5000
117.0
41.0 91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzeneacetaldehyde, 2-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.23 74.34 ng 4526680 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehvde. 2-methoxv-.... 178 C11H1402 053155-90-1 64
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 46
3 2-(Pentvloxvcarbonvl)benzoic acid 236 C13H1604 1000373-49-7 43
4 2-Acetvlbenzoic acid 164 C9H803 000577-56-0 43
5 Pyridine-3-carboxamide, 4-dimeth... 277 C14H13F2N30 1000266-41-1 43
Abundance Scan 756 (10.228 min): BF087779.D (-750) (-) m/z 149.10 100.00%
149.1
5000
178.1
9Ll 1171
431 65.0 : | 198.1 10.00 10.20 10.40 10.60
o} e e s m/z 147.10 29 .44%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethyl-
149.0
5000
1.0 10.00 10.20 10.40 10.60
1190 178.0 m/z 178.10 25.65%
390 650 ‘ ‘
O||‘|‘||‘||||||||||“||||‘||‘|‘||‘|‘||||||||||||||‘||||||||||||||
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
149.0
107.0 10.00 10.20 10.40 10.60
5000 ' m/z 91.10 16.51%
52.0
27.0 9.0
O e o e e S T e B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90420: 2-(Pentyloxycarbonyl)benzoic acid R
149.0 10.00 10.20 10.40 10.60
m/z 77.05 15.26%
5000
167.0
410 650 7410501220 | "N g3 0 236.0
mz-> 20 4b 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl0.46 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.46 106.59 ng 6490600 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-p-anisaldehvde 150 C9H1002 032723-67-4 42
2 2.6-Dimethvl-4-hvdroxvbenzaldehvde 150 C9H1002 070547-87-4 30
3 7.8-Dihvdro-4(1H)-pteridinone 150 C6H6N40 089418-07-5 27
4 Phenvlpropanamide 149 C9H11NO 000102-93-2 25
5 Benzenepropanoic acid, .alpha.-(... 206 C13H1802 053483-12-8 22
Abundance Scan 776 (10.456 min): BF087779.D (-770) (-) m/z 149.10 100.00%
131.1 14 D.1
5000 1761102 1
10.20 10.40 10.60 10.80
o} m/z 131.10 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24420: 3-Methyl-p-anisaldehyde
149.0
5000
91.0 10.20 10.40 10.60 10.80
510 m/z 150.10 82.22%
121.0
'"'E?q'“'ﬂ'IU7ﬁh""IM"“"”I"u'ﬁ"'l'”'l"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
10.20 10.40 10.60 10.80
5000 1210 m/z 91.10 50.95%
77.0 '
39.0
0 }?]q T |"EF%?' T '}??.?"I SRS P R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24229: 7,8-Dihydro-4(1H)-pteridinone Rl B B e
149.0 10.20 10.40 10.60 10.80
94.0 m/z 105.10 47 . 72%
27.0
5000 1220
67.0
Ouuuulu‘.“.““ H ‘ ||||i“||l||‘|||||||||||||||| R e
m/z--> 20 100 120 140 160 180 200 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.49 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.49 36.51 ng 2222980 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-(4-methoxvphenvl)- 176 C11H1202 000943-88-4 41
2 Benzofuran. 2.3-dihvdro-2.2.5.6-... 176 C12H160 063577-97-9 38
3 3-Cvano-5-ethvl-4.6-dimethvl-pyr... 176 C10H12N20 151693-96-8 35
4 Benzonitrile. 5-acetyl-2-amino-4... 176 C9H8N202 1000338-04-1 35
5 47 -(2-Methylpropyl)acetophenone 176 C12H160 038861-78-8 35
Abundance Scan 779 (10.491 min): BF087779.D (-778) (-) m/z 161.10 100.00%
161.1
117.1

5000

e

_'_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'_
10.20 10.40 10.60 10.80

(o} m/z 117.10 70.40%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42358: 3-Buten-2-one, 4-(4-methoxyphenyl)- W

5000 e e e
133.0 10.20 10.40 10.60 10.80

m/z 131.10 70.11%

171 2061

43.0 77.0 177.0
oliso 40 e 0 80, | M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161.0
10.20 10.40 10.60 10.80
5000 m/z 115.10 67.64%
910 133.0
39.0 65.0 : 115.0 177.0
o SRS ¥ POV RO RN M ' ¥ TINOOL SO SN M M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42231: 3-Cyano-5-ethyl-4,6-dimethyl-pyridin-2-ol e
161.0 10.20 10.40 10.60 10.80
m/z 176.10 43.19%
5000
42.0
O e e e e e e
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\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl10.77 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.77 120.93 ng 3508870 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 2.4.5-trimethvl- 164 C10H1202 000528-90-5 49
2 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 46
3 3.5-Dimethviphenvlacetic acid 164 C10H1202 042288-46-0 43
4 Imidazole. 2.5-dimethvl-4-triflu... 164 C6H7F3N2 081769-62-2 43
5 6-Methyl-7,8-dihydro-2(1H)-pteri... 164 C7H8N40 089852-89-1 43
Abundance Scan 803 (10.765 min): BF087779.D (-797) (-) m/z 164.10 100.00%
164.1
119.1
5000 206.1
189.1 10.40 10.60 10.80 11.00
0 ; m/z 163.10 76.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33350: Benzoic acid, 2,4,5-trimethyl-
146.0 164.0
119.0
5000 DA AR B
mmmmmmnm
91.0 m/z 119.10 75.78%
51.0
oLzo o me | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
91.0 10.40 10.60 10.80 11.00
5000 164.0 m/z 206.10 50.55%
65.0 135.0
39.0
15.0
e S S S UL L B B I L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33336: 3,5-Dimethylphenylacetic acid
119.0 10.40 10.60 10.80 11.00
m/z 91.10 44 _97%
5000 164.0
91.0
0 15.0 390 Ly 65\0 ‘ M‘ H\‘ 146.0 ]
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 15';0 2(')0 10. 40 10. 60 10. 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,4-Benzenediamine, N,N"-bi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.80 91.35 ng 2650600 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediamine. N.N"-bis(1l-m... 192 C12H20N2 004251-01-8 50
2 6-1sopropvl-benzothiazol-2-vlamine 192 C10H12N2S 032895-14-0 46
3 1-(4-Methoxvmethyl-2.6-dimethvlp... 192 C12H1602 1000202-02-2 43
4 Benzolclll.2.51-thiadiazole. 4.5... 192 C10H12N2S 106148-64-5 38
5 8-Amino-6-methoxy-1-methyl-1,2,3... 192 C11H16N20 059353-30-9 38

Abundance Scan 806 (10.799 min): BF087779.D (-804) (-) m/z 177.10 100.00%

177.1

5000

10.40 10.60 10.80 11.00 11.20

0 m/z 163.10 69.65%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #54574: 1,4-Benzenediamine, N,N-bis(1-methylethyl)-
177.0
192.0
5000 NI LI L L L L L ) LB
0.0 10.40 10.60 10.80 11.00 11.20
1200 % m/z 192.10 63.17%
0 wd N k J
T e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
177.0
R L Eammnna
10.40 10.60 10.80 11.00 11.20
5000 192.0 m/z 131.10 34 .00%

430 69.0 910  117.0134.0150.0

o) R AT AR AT R MSMSES MM SR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #54499: 1-(4-Methoxymethyl-2,6-dimethylphenyl)ethanone AL e s e e
177.0 10.40 10.60 10.80 11.00 11.20
m/z 91.10 31.85%
5000
117.0 192.0
430, oLo 133.0149.0
O 22 e SR A
m/z--> 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Phenol, 2-(1,1-dimethylethy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.83 32.87ng 953816  Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Phenol. 2-(1.1-dimethvlethyl)-4-... 206 C14H220 052184-13-1 80

2 p-Sec-butviphenvl 2.3-epoxvpropyv... 206 C13H1802 067557-76-0 72
3 Phenol. 2.5-bis(1-methvipropvi)- 206 C14H220 054932-77-3 64
4 Octamethvl-1.4-cvclohexadiene 192 C14H24 172684-93-4 45

5 2,4a-Epidioxy-5,6,7,8-tetrahydro... 224 C13H2003 1000212-29-9 42
Abundance Scan 809 (10.834 min): BF087779.D (-808) (-) m/z 177.10 100.00%
177.1
5000
206.1
91.1 135.0
411 650 | 115.1 | 159.1 10.60 10.80 11.00 11.20
e i MRS M m/z 206.10 26.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66130: Phenol, 2-(1,1-dimethylethyl)-4-(1-methylpropyl)-
177.0
5000
10.60 10.80 11.00 11.20
57.0 206.0 m/z 178.10 16.88%
0 29\'0 | 7?'0 L 10\7'0‘ :!'28'0 147'0 L ‘ “ ‘
L LN I I i e B o N AL I o i e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177.0
R e AR
10.60 10.80 11.00 11.20
5000 121.0 m/z 135.00 16.52%
570 206.0
29.0 4.0 91.0 1470
R i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66101: Phenol, 2,5-bis(1-methylpropyl)- T o e
177.0 10.60 10.80 11.00 11.20
m/z 91.10 16.08%
5000
206.0
29.0 57.0 91.0 122‘[.0 148.0 ‘ ‘
O L I e B o e I I S L T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknownl10.93 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.93 50.04 ng 1452080 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. ethvl 2-(2-nitrop... 343 C18H17NO6 1000377-99-1 35
2 2".6"-Dimethvl-4"-propoxvacetoph... 206 C13H1802 1000195-98-1 30
3 Benzaldehvde. 3-(4-bromophenoxym... 320 C15H13Br03 351365-97-4 22
4 2-Propenoic acid. 3-(4-methvilphe... 190 C12H1402 020511-20-0 18
5 Phthalic acid, ethyl 2-ethylbuty... 278 C16H2204 1000356-88-7 16
Abundance Scan 817 (10.925 min): BF087779.D (-812) (-) m/z 149.05 100.00%
149.1
5000

10.60 10.80 11.00 11.20

01 m/z 145.10 57.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #179006: Phthalic acid, ethyl 2-(2-nitrophenyl)ethyl ester
149.0
5000 LA L L L L LB LN |
10.60 10.80 11.00 11.20
177.0 m/z 105.10 37 .93%
120.0
290 65\0\\ 9:\3\0\ h | ‘ 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
149.0
R R
191.0 10.60 10.80 11.00 11.20
5000 m/z 206.10 33.25%
43.0 77.0 121.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #160857: Benzaldehyde, 3-(4-bromophenoxymethyl)-4-methoxy-
149.0 10.60 10.80 11.00 11.20
m/z 177.10 30.01%

5000

650 90 1190
39.0, ‘ \ 173 0 2090 2420 2720 320.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060616\
Data File : BF087779.D

Aca On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.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 20 unknownl11.10 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.10 29.13 ng 845126 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Methvl-p-anisaldehvde 150 C9H1002 032723-67-4 49

2 Benzonitrile. 2-amino-4.5-diethoxv- 206 C11H14N202 1000302-74-7 38
3 Phthalic acid. butvl 2-(2-nitrop... 371 C20H21NO6 1000377-99-4 38
4 Benzene. l-isothiocvanato-2-methvl- 149 C8H7NS 000614-69-7 38

5 Phthalic acid, 2-(2-nitrophenyl)... 385 C21H23N06 1000377-99-5 38

Abundance Scan 832 (11.096 min): BF087779.D (-831) (-) m/z 149.05 100.00%
149.1
5000
o 105.1 206.1 N N At
411 I — 10.80 11.00 11.20 11.40
I I" ) ,~|l."-'.l«|l.J ey TW/z 150.10  43.920%
m/z--> 50 100 150 200 250 300
Abundance #24420: 3-Methyl-p-anisaldehyde
149.0
5000 LA L L L L L L L
91.0 10,80 11.00 11.20 11.40
510 m/z 105.10 22 .57%
. 121.0
0%59.L;WN.ML‘N.J.. S ——
m/z--> 50 100 150 200 250 300
Abundance
149.0
R e ARG
206.0 10.80 11.00 11.20 11.40
5000 121.0 m/z 91.05 20.19%
177.0
41.0
77.0
oMl bbb o L
m/z--> 50 100 150 200 250 300
Abundance #197463: Phthalic acid, butyl 2-(2-nitrophenyl)ethyl ester A EEEEEEERE R e A
149.0 10.80 11.00 11.20 11.40
m/z 145.10 19.23%
5000
0 410 770 ‘\12?0‘ ‘ 205.0 325.0
——— A LA A
m/z--> 50 100 150 200 250 300 10. 80 11. OO 11. 20 11. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060616\
Data File : BF087779.D

Acq On > 7 Jun 2016 6:58

Operator : UM/SJ

Sample - H3349-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .62 6.62 71.3 ng 2152390 1 6.84 603537 20.0
Indane 7.03 31.3 ng 945250 1 6.84 603537 20.0
Benzene, 2-etheny... 7.87 22.8 ng 1649560 2 8.14 1445930 20.0
unknown9 .08 9.08 31.6 ng 1925290 3 9.88 1217840 20.0
2,3,4,5,6,7-Hexah. .. 9.14 34.3 ng 2085480 3 9.88 1217840 20.0
(Z2)-1-Phenylpropene 9.37 20.4 ng 1243830 3 9.88 1217840 20.0
Naphthalene, 1,5-... 9.47 38.8 ng 2361630 3 9.88 1217840 20.0
Naphthalene, 1,6-... 9.58 61.6 ng 3750620 3 9.88 1217840 20.0
Ethanone, 1-(2,3-... 9.63 46.6 ng 2837010 3 9.88 1217840 20.0
Benzeneacetaldehy... 10.23 74.3 ng 4526680 3 9.88 1217840 20.0
unknown10.46 10.46 106.6 ng 6490600 3 9.88 1217840 20.0
unknown10.49 10.49 36.5 ng 2222980 3 9.88 1217840 20.0
unknown10.77 10.77 120.9 ng 3508870 4 11.37 580328 20.0
1,4-Benzenediamin... 10.80 91.3 ng 2650600 4 11.37 580328 20.0
Phenol, 2-(1,1-di... 10.83 32.9 ng 953816 4 11.37 580328 20.0
unknown10.93 10.93 50.0 ng 1452080 4 11.37 580328 20.0
unknown11.10 11.10 29.1 ng 845126 4 11.37 580328 20.0
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