LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 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-BF060716.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 1.735 11 13 22 rVB 165049 300989 8.13% 0.629%
2 1.861 22 24 72 rVB 1765951 3537890 95.57% 7.393%
3 4.959 293 295 299 rVB 52040 72256 1.95% 0.151%
4 5.393 330 333 335 rVB 1000533 1347293 36.39% 2.815%
5 6.433 421 424 426 rBV 990323 947902 25.61% 1.981%
6 6.570 433 436 437 rBvV 2127317 2522237 68.13% 5.271%
7 6.604 437 439 440 rvVB 47287 54172 1.46% 0.113%
8 6.799 454 456 458 rBV 808225 689257 18.62% 1.440%
9 6.959 467 470 471 rBV 2348341 2419566 65.36% 5.056%
10 7.050 476 478 481 rBV2 350688 356699 9.64% 0.745%

11 7.142 483 486 489 rBvV 290579 394738 10.66% 0.825%
12 7.199 489 491 493 rBV2 34090 42060 1.14% 0.088%
13 7.370 501 506 509 rBV3 2064344 3701888 100.00% 7.736%
14 7.450 511 513 515 rBV 164411 150611 4_.07% 0.315%
15 7.496 515 517 519 rVB 179843 158755 4.29% 0.332%

16 7.576 520 524 526 rVB 757259 734554 19.84% 1.535%

17 7.633 526 529 530 rBV 43587 64170 1.73% 0.134%
18 7.656 530 531 532 rVB 75579 51847 1.40% 0.108%
19 7.702 532 535 536 rBvV 59152 97685 2.64% 0.204%

20 7.747 536 539 543 rVB3 246613 585935 15.83% 1.224%

21 7.827 543 546 548 rBV 1999922 2288951 61.83% 4._.783%
22 7.862 548 549 551 rVB 94118 72237 1.95% 0.151%
23 7.907 551 553 556 rvB 88250 141436 3.82% 0.296%
24 7.965 556 558 559 rBvV 104561 111035 3.00% 0.232%
25 7.999 559 561 562 rBvV 39550 42221 1.14% 0.088%

26 8.033 562 564 565 rBv2 49490 85953 2.32% 0.180%
27 8.090 565 569 572 rBVvV2 1002489 1613416 43.58% 3.372%
28 8.136 572 573 575 rVB 362053 298856 8.07% 0.625%
29 8.182 575 577 578 rvB2 135213 138880 3.75% 0.290%
30 8.216 578 580 581 rBv2 100542 96996 2.62% 0.203%

31 8.250 581 583 584 rVB 145228 144680 3.91% 0.302%
32 8.285 584 586 588 rvB3 94441 105069 2.84% 0.220%
33 8.353 588 592 596 rBV3 446513 725138 19.59% 1.515%
34 8.479 601 603 604 rvB 149438 192246 5.19% 0.402%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.559 604 610 611 rBvV 364084 364249 9.84% 0.761%

36 8.593 611 613 616 rvB3 287519 393702 10.64% 0.823%
37 8.650 616 618 619 rBv2 105914 116422 3.14% 0.243%
38 8.673 619 620 622 rVB2 140498 180474 4._.88% 0.377%
39 8.719 622 624 625 rBv2 74066 96338 2.60% 0.201%
40 8.753 625 627 628 rVB 326820 316371 8.55% 0.661%

41 8.788 628 630 632 rvB2 63326 83408 2.25% 0.174%
42 8.822 632 633 636 rBvV3 24141 49641 1.34% 0.104%
43 8.868 636 637 638 rBvV 76269 92956 2.51% 0.194%

44 8.902 638 640 642 rvV 1998889 1898975 51.30% 3.968%
45 8.936 642 643 645 rvB2 145158 136121 3.68% 0.284%

46 8.982 645 647 649 rBvV3 77252 118735 3.21% 0.248%
47 9.039 649 652 653 rVvB3 73814 130377 3.52% 0.272%
48 9.073 653 655 657 rvB2 42031 71981 1.94% 0.150%
49 9.130 657 660 661 rBv2 130000 181177 4_89% 0.379%
50 9.165 661 663 666 rvB 2405728 3497778 94.49% 7.309%

51 9.313 673 676 679 rBv4 58220 126771 3.42% 0.265%
52 9.370 679 681 683 rvB 110026 145267 3.92% 0.304%
53 9.428 683 686 688 rBvV 400223 599369 16.19% 1.253%
54 9.496 690 692 694 rvv2 666484 970963 26.23% 2.029%
55 9.531 694 695 697 rvv2 528362 440167 11.89% 0.920%

56 9.565 697 698 699 rvv 167340 118576 3.20% 0.248%
57 9.633 701 704 705 rvv 225761 364928 9.86% 0.763%
58 9.702 708 710 712 rVB2 134864 147028 3.97% 0.307%
59 9.748 712 714 715 rBV 292025 284836 7.69% 0.595%
60 9.839 720 722 725 rVV 1148494 1194775 32.27% 2.497%

61 9.953 728 732 734 rBV3 61535 165407 4._47% 0.346%

62 9.999 734 736 738 rBV3 23937 46909 1.27% 0.098%
63 10.045 738 740 742 rVB 234097 205658 5.56% 0.430%
64 10.079 742 743 747 rVB2 64512 62450 1.69% 0.131%

65 10.159 747 750 751 rBV 301967 304216 8.22% 0.636%

66 10.205 751 754 756 rvv3 67829 114420 3.09% 0.239%
67 10.262 756 759 761 rvB4 108318 213589 5.77% 0.446%
68 10.319 761 764 768 rBVv3 167064 309457 8.36% 0.647%
69 10.388 768 770 771 rBV2 136846 179407 4._.85% 0.375%
70 10.456 774 776 781 rVB4 52337 112272 3.03% 0.235%

71 10.571 781 786 788 rBv3 178169 350792 9.48% 0.733%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.628 788 791 796 rVV3 1549442 2373459 64.11% 4_.960%
73 10.742 800 801 803 rvB2 37941 51210 1.38% 0.107%
74 10.959 815 820 824 rBV5 125401 257376 6.95% 0.538%
75 11.016 824 825 828 rvv2 31415 49536 1.34% 0.104%
76 11.165 834 838 840 rVvB5 20889 50240 1.36% 0.105%
77 11.222 842 843 846 rVB3 34960 44731 1.21% 0.093%
78 11.325 849 852 854 rBV 1030268 1028225 27.78% 2.149%
79 11.542 868 871 873 rBV 35899 54219 1.46% 0.113%
80 11.862 897 899 901 rBV2 73548 85801 2.32% 0.179%
81 12.319 937 939 941 rVB 50263 44558 1.20% 0.093%
82 12.685 970 971 974 rVB 33814 49548 1.34% 0.104%
83 12.742 974 976 978 rBV 275682 293452 7.93% 0.613%
84 12.811 981 982 985 rVB 57921 54560 1.47% 0.114%

85 12.914 988 991 993 rBV 2890323 3135471 84.70% 6.552%

86 13.439 1035 1037 1039 rBvV 218949 209734 5.67% 0.438%
87 13.691 1057 1059 1063 rVB3 33752 58725 1.59% 0.123%
88 13.817 1068 1070 1074 rVB 65960 83978 2.27% 0.175%
89 13.954 1079 1082 1084 rBV 921498 852783 23.04% 1.782%
90 15.371 1203 1206 1208 rBV 387783 602191 16.27% 1.258%

Sum of corrected areas: 47853377
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF087958.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3 unknown6.57 Concentration Rank 2

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

6.57 73.19 ng 2522240 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 436 (6.570 min): BF087958.D (-433) (-) m/z 132.00 100.00%
5000
68
© 5 |l e P £ e 680 650 7bo
0 B E e m/z 134.00 33.94%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 33.91%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 21.58%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 13.69%
5000 og M°
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 189 I | U
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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, 1,2-diethyl- Concentration Rank 8

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

7.05 10.35 ng 356699 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 97
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 95
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 93
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87

Abundance Scan 478 (7.050 min): BF087958.D (-476) (-) m/z 119.10 100.00%
105 149
5000 134
91
77
39 51 65 | 4 6.80 7.00 7.20 7.40
Obrrprrrrprrrrprrepereetliers el e bl e 244 Tm/z 105.100  98.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119
5000 134
o1 6.80 7.00 7.20 7.40
77 m/z 134.10 46 .65%
15 27 39 51 65 ‘ ‘
0'WH“|““T'Jﬂ“'ﬂ“W“MWH'M““W““VM'VM‘L“W““W““v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
6.80 7.00 7.20 7.40
5000 134 m/z 91.10 27 .33%
91
27 39 51 g5 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14841: Benzene, 1,4-diethyl-
105 119 6.80 7.00 7.20 7.40
m/z 77.00 17.23%
5000 134
91
0 'W""P'?ZI'”'?%'“?%"W'??'P'Tml'”'W*”'IJH'I'JLl"”I'J'W""P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

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

7.58 9.11 ng 734554 Naphthalene-d8 8.09
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 95
4 o-Cvmene 134 C10H14 000527-84-4 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 524 (7.576 min): BF087958.D (-520) (-) m/z 119.10 100.00%
119
5000 134
91
39 g3 77 | 105 067 7.20 7.40 7.60 7.80 8.00
Obrr prrrs e e e e 200 | m/z 134.10  43.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
5000
7.20 7.40 7.60 7.80 8.00
m/z 91.10 15.85%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119
7.20 7.40 7.60 7.80 8.00
5000 134 m/z 120.10 10.08%
91
oL15 39 a3 77 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
7.20 7.40 7.60 7.80 8.00
m/z 133.10 9.28%
5000
0‘
m/z--> 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 13

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

7.75 7.26 ng 585935 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl-2-methvyl- 148 C11H16 013632-94-5 76
2 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 70
3 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 68
4 Ethanone. 1-(4-ethvlphenvl)- 148 C10H120 000937-30-4 64
5 Ethanone, 1-(3,4-dimethylphenyl)- 148 C10H120 003637-01-2 64

Abundance Scan 539 (7.747 min): BF087958.D (-536) (-) m/z 133.10 100.00%
5000
119 148
59 9% 105
41 51 77 7.40 7.60 7.80 8.00
ol ! m/z 148.10 33.91%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133
119
5000
105 148 7.40 7.60 7.80 8.00
.- a m/z 119.10 33.80%
15 28 3\9\ 5\1 ?\5 ‘u ‘ \‘ il |
e L Ry RN BN LS AR RAAR) KA AL LAY KAL) ARR LMK LARAS AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
7.40 7.60 7.80 8.00
5000 m/z 131.10 29.10%
148

, 15 21 39 5 g 77 91 105 117

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119 133 7.40 7.60 7.80 8.00
m/z 117.10 25.03%
5000 148
91 105
51 65 [ ‘ |
0 ...,....,....,....,....‘,1.1...,.‘...,.‘.‘..,...‘l‘,....,a‘... a‘:..,..lll...a,‘....,....‘,....
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

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

7.83 28.37 ng 2288950 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 89
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 80
3 Benzene. l1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 55
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 55
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 55

Abundance Scan 546 (7.827 min): BF087958.D (-543) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 7.40 7.60 7.80 8.00 8.20
o 1o 180 m/z 117.10  99.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.40 7.60 7.80 8.00 8.20
0
51 g5 77 . ‘ m/z 134.10 37 .89%
O”P”W””P”f{“mm'ML'JP””M”WMMP”M”NPMW”“P“WM'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.40 7.60 7.80 8.00 8.20
5000 m/z 132.10 36.26%
91
39
27 51 63 77
15 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117 7.40 7.60 7.80 8.00 8.20
m/z 115.10 33.06%
132
5000
ot 105
39 51 65 77 ‘
O”I“”P31””P”WM”PMW”MP”WM“NA'“L'”dm“v”ﬂ””v”ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 1H-Inden-1-ol, 2,3-dihydro- Concentration Rank 11

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

8.35 8.99 ng 725138 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-ol. 2.3-dihvdro- 134 C9H100 006351-10-6 92
2 1-methvl-1-indanol 148 C10H120 064666-42-8 58
3 Benzene. 1-ethvl-3-(1-methvlethvl)- 148 C11H16 004920-99-4 53
4 Pvrazine. 2-methvl-5-(l-propenvl... 134 C8H10N2 018217-82-8 53
5 Oxalamide, N-(2-hydroxyethyl)-N"__. 278 C14H18N204 1000304-26-2 50

Abundance Scan 592 (8.353 min): BF087958.D (-588) (-) m/z 133.10 100.00%
133
5000
105 115
39 51 g3 9|1 ] us 8.00 820 840 8.60
Obrprrrriprrre et et e el e e b 02 || m/z 134.10  39.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15322: 1H-Inden-1-ol, 2,3-dihydro-
133
5000
8.00 820 8.40 8.60
7 o1 115 m/z 115.05  18.70%
51 63 105 ‘
0'P”'ﬁ%'hm'H“'P”MP”“A“'NA'PAMP”'PM'P'”P'”P'”P
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
133
800 820 840 8.60
5000 m/z 105.05 17.19%
51 77 105 15
91
. 63 148
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)- s B R
133 8.00 820 8.40 8.60
m/z 91.05 15.36%
5000
105 148
91 119
a5 65 L]
G A A SN AR RN A LR AR LRSS LRSS SAARS SRS RS SRS AR R R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Naphthalene, 1-methyl- Concentration Rank 5

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

8.90 23.54 ng 1898980 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Bicvclol4.4.11undeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91

Abundance Scan 640 (8.902 min): BF087958.D (-638) (-) m/z 142.10 100.00%
142
5000
115
AN U R
39 51 63 71 89 8.60 8.80 9.00 9.20
O prrr e e et LSty s ot sl M/Zz 141.10  92.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 860 8.80 9.00 920
m/z 115.05 35.90%
oL 27 39 51 63 Tlgg 89 490 | 16 ||
mz> % 30 40 % 8 70 B 90 100 110 120 130 140 150
Abundance
142
8.60 8.80 9.00 9.20
5000 m/z 139.10 11.96%
115
oL 27 39 51 63715 89 0 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19244: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene R
141 8.60 8.80 9.00 9.20
115 m/z 143.10 11.88%
5000
0 w"%?l“'?ﬁ'“'??“'|H“'T%“'ﬁ"'Jf'“'%??'w'“lw'%?§v"jﬁm"|'“ AN RAREE AR AR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

8270-BF060716.M Mon Jun 13 17:58:40 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 12 Naphthalene, 1,6-dimethyl- Concentration Rank 9

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

9.43 10.03 ng 599369 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 686 (9.428 min): BF087958.D (-683) (-) m/z 156.10 100.00%
146
141

5000

9.00 9.20 9.40 9.60 9.80

o i m/z 141.10 67.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28500: Naphthalene, 1,6-dimethyl-
156
141
5000
9.00 9.20 9.40 9.60 9.80
115 m/z 155.10 36.43%
39 51 63 77 128
e eevtorereleeee gt e et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
156
141 9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 18.22%

77 115 128
27 41 51 63 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #28493: Naphthalene, 1,7-dimethyl- B AL anman R B
156 9.00 9.20 9.40 9.60 9.80
141 m/z 117.10 15.26%
5000
115
2 3 8 & T 102 T |
Obrrrrerprrrtprrriprere et e e i 2.

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 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\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Naphthalene, 1,7-dimethyl- Concentration Rank 6

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

9.50 16.25 ng 970963 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 692 (9.496 min): BF087958.D (-690) (-) m/z 156.10 100.00%
146
141

5000

9.20 9.40 9.60 9.80

177 192

0 m/z 141.10 81.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28474: Naphthalene, 1,7-dimethyl-
141 196
5000
9.20 9.40 9.60 9.80
m/z 155.05 32.69%
39 51 63 77 15 128 |
N D .1 O |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
141
9.20 9.40 9.60 9.80
5000 m/z 115.05 17.26%
77 115 128
15 27 39 51 ©3 89 102
T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28499: Naphthalene, 1,6-dimethyl- R
156 9.20 9.40 9.60 9.80
m/z 153.10 14 .83%
141
5000
7 115
64 128
Al . il )
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\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Naphthalene, 1,5-dimethyl- Concentration Rank 15

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

9.63 6.11 ng 364928 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 704 (9.633 min): BF087958.D (-701) (-) m/z 156.10 100.00%
141 196
5000
9.40 9.60 9.80 10.00
0 178188 m/z 141.05 81.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28478: Naphthalene, 1,5-dimethyl-
156
141
5000
9.40 9.60 9.80 10.00
m/z 155.10 34 .14%
L5 27 39 5163 T g9 100 018 |
miz--> k4 e % 1o 1o 10 160 1k
Abundance
156
141 9.40 9.60 9.80 10.00
5000 m/z 153.05 16.34%
O T o e o S e o
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28479: Naphthalene, 1,3-dimethyl-
141 156 9.40 9.60 9.80 10.00
m/z 115.00 16.25%
5000
76 115
PN ol .- S N Wt S| AT S
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\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknownl10.16 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.16 5.09 ng 304216 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hvdroxvinden-3-one-1-carboxvli... 192 C10H804 1000215-33-8 27
2 2H-Indazol-3-amine. 2-methvl- 147 C8HIN3 097990-19-7 25
3 2.4(1H.3H)-Pvrimidinedione. 5-br... 190 C4H3BrN202 000051-20-7 22
4 (3-MethoxvphenvDacetonitrile 147 C9HONO 019924-43-7 22
5 Benzoic acid, 4-propyl-, 4-cyano... 283 C17H14FNO2 086776-51-4 12
Abundance Scan 750 (10.159 min): BF087958.D (-747) (-) m/z 147.10 100.00%
147
5000 170
o1 o5 117 192
43 (463 77 128 - 6 9.80 10.00 10.20 10.40
ol L m/z 155.10 48.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54168: 1-Hydroxyinden-3-one-1-carboxylic acid
147
5000
129 9.80 10.00 10.20 10.40
m/z 170.10 46 .75%
o 51 65 77 91101 448 192
miz-> 20 40 60 80 100 120 140 160 180
Abundance
147
9.80 10.00 10.20 10.40
5000 m/z 117.05 24 .01%
7 104
132
39 51 65 92 118
L L L W L L UL DU S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53227: 2,4(1H,3H)-Pyrimidinedione, 5-bromo- R B B
o8 147 190 9.80 10.00 10.20 10.40
120 m/z 192 .05 22.43%
40
5000
92
‘ 53 70 81 H 104
ok I .“.‘. .‘l“‘l.‘k“‘. I .‘l‘. "I‘ .H. I H.‘l .“l‘..l.3.4| .‘l‘. ; |....|..‘.‘.| P T T T TR
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2-Naphthalenemethanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.32 5.18 ng 309457 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthalenemethanol 158 C11H100 001592-38-7 95
2 1-Naphthalenemethanol 158 C11H100 004780-79-4 94
3 1.4-Methanonaphthalen-9-ol. 1.4-_._. 158 C11H100 004796-33-2 87
4 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 86
5 7-Chloro-2-methyl-1H-indene 164 C10H9CI 1000305-63-2 50

Abundance Scan 764 (10.319 min): BF087958.D (-761) (-) m/z 129.10 100.00%

9

5000 158
141 170 191 10.00 10.20 10.40 10.60
(0} P T m/z 158.10 42 _16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29679: 2-Naphthalenemethanol
129
5000 158

10.00 10.20 10.40 10.60
m/z 128.10 40.16%

115
51 63 77 102
29 39 I L L], 87 I ‘

L N L s e LA i e e o e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

129

10.00 10.20 10.40 10.60
5000 158 m/z 127.00  27.18%

115 141
29 39 51 63 77 g7 102

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #29696: 1,4-Methanonaphthalen-9-ol, 1,4-dihydro- B AR
129 10.00 10.20 10.40 10.60
m/z 115.05 14 .39%
5000
51 158
SR A el Wl N [ S
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Benzene, 1-cyclopropylmethy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.57 5.87 ng 350792 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-cvclopropvimethvl-4-(... 174 C13H18 1000271-09-9 89
2 1-Phenvlcvclohexanol 176 C12H160 001589-60-2 35
3 Pvridin-4-amine. N-cvclohexvl- 176 C11H16N2 034844-87-6 30
4 Ethvl mesitvlacetate 206 C13H1802 005460-08-2 25
5 Benzenebutanoic acid, 4-ethyl-.g... 206 C12H1403 049594-75-4 25
Abundance Scan 786 (10.571 min): BF087958.D (-781) (-) m/z 133.10 100.00%
133
91 105 117
5000 74 176
10.20 10.40 10.60 10.80
o} m/z 131.10 87 .40%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41171: Benzene, 1-cyclopropylmethyl-4-(1-methylethy!l)-
133
5000 AR SRR ARSNGB
91 117 159 174 10,20 10.40 10.60 10.80
105 m/z 117.10 51.09%
T s T ‘ | H\ I
0....l‘..‘.“.l‘.‘...‘”lu.‘k.l“k..l‘lu‘.‘..|“.“...i..l“.|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
133
10.20 10.40 10.60 10.80
5000 105 m/z 91.10 49_.06%
55 77 120 176
91
o 41 65 147 158
miz--> 40 60 80 100 120 140 160 180 200
Abundance #42446: Pyridin-4-amine, N-cyclohexyl- e R m e o
133 10.20 10.40 10.60 10.80
m/z 105.10 48_.67%
5000
39 5 s 119 176
67 107
o) ME— H H\ H‘ .|..94|..|....|].-4:7.].-5|9....|....|.... R R EEamE e
m/z--> 0 60 80 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 9H-Fluorene, 9-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.01 ng 257376 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene. 9-methvl- 180 C14H12 002523-37-7 91
2 9H-Fluorene. 2-methvl- 180 C14H12 001430-97-3 68
3 9H-Fluorene. 1-methvl- 180 C14H12 001730-37-6 64
4 9H-Fluorene. 4-methvl- 180 C14H12 001556-99-6 55
5 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 35

Abundance Scan 820 (10.959 min): BF087958.D (-815) (-) m/z 165.05 100.00%

165

5000

10.60 10.80 11.00 11.20

0 m/z 157 .05 86.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45777: 9H-Fluorene, 9-methyl-
165
180
5000 LA L L L L L LB L L B

10.60 10.80 11.00 11.20
m/z 147.10  73.99%

6 89
27 39 51 63 P | 105115196 139152 | |,

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance
165
180 LI INLILINLIL B LI L L L L LI B
10.60 10.80 11.00 11.20
5000 m/z 180.10 62.55%
89
63 76 152
. 40 51 102 115126 139
L i i o o o B B B BLEA I i o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45781: 9H-Fluorene, 1-methyl-
165 180 10.60 10.80 11.00 11.20
m/z 172.10 50.82%
5000
89
27 30 51 63 1 P 105115126 130 122 | ||
L T L e B e
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\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 Hexadecanoic acid, butyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.74 6.88 ng 293452 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 68
4 Nipecotic acid 129 C6H11NO2 000498-95-3 43
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 25

Abundance Scan 976 (12.742 min): BF087958.D (-974) (-) m/z 56.05 100.00%
56
5000 257
. 12,40 12.60 12.80 13.00
Orrrprre e m/z 57.05 57.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
N
5000 AU URERE
nmnmnmmm
29 257 m/z 257.30 42 .11%
101 185 213 239 312
R P i g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
1240 12.60 12.80 13.00
5000 m/z 43.10 37.61%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester LA B
57 12.40 12.60 12.80 13.00
m/z 41.10 36.05%
5000 4
{ 239 957
ATl S B P Oy e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061216\
Data File : BF087958.D

Aca On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample = H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 20 Butyl myristate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

13.44 4.92 ng 209734 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 86
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
3 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 38
4 Trifluoroacetic acid. 4-methvlpe... 198 C8H13F302 000327-71-9 37
5 3-Undecene, 4-methyl- 168 C12H24 074630-68-5 37

Abundance Scan 1037 (13.439 min): BF087958.D (-1035) (-) m/z 56.10 100.00%

56
5000

97 285 13.20 13.40 13.60 13.80
111 | 143 171185199 241 267 e 2
0...,....-,'...,|.':|'|.-.,' 213 m/z 57.10 59.31%
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
A
5000 LN L L L B B L B
41 229 13.20 13.40 13.60 13.80
73 129 s 21 - m/z 43.05 42.02%
101
AR 143 171 255
T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
st
13.20 13.40 13.60 13.80
5000 41 m/z 41.10 35.93%
o Zi 71 899 155140
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22106: 1,3-Hexanediol, 2-ethyl- R B B A R
56 13.20 13.40 13.60 13.80
m/z 55.05 31.93%
5000
41 73
2T 103
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061216\
Data File : BF087958.D

Acq On : 12 Jun 2016 20:01

Operator : UM/SJ

Sample - H3440-07

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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 .57 6.57 73.2 ng 2522240 1 6.80 689257 20.0
Benzene, 1,2-diet... 7.05 10.4 ng 356699 1 6.80 689257 20.0
Benzene, 1,2,3,4-_.. 7.58 9.1 ng 734554 2 8.09 1613420 20.0
Benzene, 1,4-diet... 7.75 7.3 ng 585935 2 8.09 1613420 20.0
Benzene, 2-etheny... 7.83 28.4 ng 2288950 2 8.09 1613420 20.0
1H-Inden-1-o0l, 2,... 8.35 9.0 ng 725138 2 8.09 1613420 20.0
Naphthalene, 1-me... 8.90 23.5 ng 1898980 2 8.09 1613420 20.0
Naphthalene, 1,6-... 9.43 10.0 ng 599369 3 9.84 1194780 20.0
Naphthalene, 1,7-... 9.50 16.3 ng 970963 3 9.84 1194780 20.0
Naphthalene, 1,5-... 9.63 6.1 ng 364928 3 9.84 1194780 20.0
unknown10.16 10.16 5.1 ng 304216 3 9.84 1194780 20.0
2-Naphthalenemeth... 10.32 5.2 ng 309457 3 9.84 1194780 20.0
Benzene, 1l-cyclop... 10.57 5.9 ng 350792 3 9.84 1194780 20.0
9H-Fluorene, 9-me... 10.96 5.0 ng 257376 4 11.32 1028230 20.0
Hexadecanoic acid... 12.74 6.9 ng 293452 5 13.95 852783 20.0
Butyl myristate 13.44 4.9 ng 209734 5 13.95 852783 20.0
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