LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 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-BF050416_.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 4.899 243 246 253 rBvY 80546 183248 3.34% 0.380%
2 5.310 280 282 299 rBV 2842571 2944317 53.70% 6.103%
3 6.362 372 374 379 rBV 1821807 1937313 35.33% 4.016%
4 6.476 382 384 387 rBV 3963165 4511936 82.29% 9.353%
5 6.704 402 404 406 rBV 1174633 1137044 20.74% 2.357%
6 6.864 415 418 420 rBV 3868904 4630979 84.46% 9.600%
7 6.956 424 426 429 rVB 74199 74125 1.35% 0.154%
8 7.150 437 443 444 rBV2 35449 54854 1.00% 0.114%
9 7.242 448 451 452 rBV2 50139 81765 1.49% 0.169%
10 7.276 452 454 457 rBV 3019334 3748057 68.36% 7.769%

11 7.402 463 465 469 rVB3 63515 112903 2.06% 0.234%
12 7.642 484 486 487 rBV2 63004 82336 1.50% 0.171%
13 7.665 487 488 491 rVB3 81856 108404 1.98% 0.225%
14 7.733 491 494 496 rBv2 100113 175875 3.21% 0.365%
15 7.927 508 511 514 rBV2 96388 185373 3.38% 0.384%

16 7.996 514 517 519 rvV 1185659 1645438 30.01% 3.411%

17 8.065 522 523 526 rvv2 86104 95932 1.75% 0.199%
18 8.145 526 530 532 rVB3 52015 124464 2.27% 0.258%
19 8.190 532 534 535 rBV 42153 56262 1.03% 0.117%
20 8.270 539 541 544 rVB4 49498 84416 1.54% 0.175%

21 8.373 548 550 553 rvB2 107593 183434 3.35% 0.380%
22 8.465 553 558 562 rBv4 129873 277735 5.07% 0.576%
23 8.659 572 575 576 rBV 152162 194012 3.54% 0.402%
24 8.739 579 582 584 rBv4 26766 72473 1.32% 0.150%
25 8.796 584 587 591 rBV 366911 613221 11.18% 1.271%

26 8.899 594 596 598 rvVvB3 42067 72791 1.33% 0.151%
27 8.945 598 600 602 rBv2 89242 102365 1.87% 0.212%
28 8.990 602 604 606 rBv2 63693 89920 1.64% 0.186%

29 9.070 608 611 614 rBVY 5095306 5482739 100.00% 11.365%
30 9.196 617 622 624 rBV5 76568 221615 4._.04% 0.459%

31 9.253 624 627 631 rVB3 194567 313187 5.71% 0.649%
32 9.333 631 634 636 rBvV3 86289 178375 3.25% 0.370%
33 9.402 638 640 645 rvv4 124959 343584 6.27% 0.712%
34 9.470 645 646 647 rvV 64342 60872 1.11% 0.126%

8270-BF050416.M Mon May 09 19:07:00 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.516 648 650 651 rvv2 79152 111470 2.03% 0.231%

36 9.596 655 657 660 rBv3 110798 162734 2.97% 0.337%
37 9.653 660 662 663 rBv2 55392 75318 1.37% 0.156%
38 9.745 667 670 671 rBVY 1388652 1583845 28.89%% 3.283%
39 9.768 671 672 675 rvVB3 103759 151837 2.77% 0.315%
40 9.893 680 683 686 rBv3 212301 481042 8.77% 0.997%

41 10.042 692 696 700 rvB3 289998 559613 10.21% 1.160%
42 10.110 700 702 705 rBV3 86695 178798 3.26% 0.371%
43 10.179 706 708 709 rBv2 114850 106906 1.95% 0.222%
44 10.202 709 710 712 rBV 115780 188370 3.44% 0.390%
45 10.271 714 716 719 rVB2 570628 796447 14 _.53% 1.651%

46 10.351 722 723 724 rBV 99518 90199 1.65% 0.187%
47 10.453 729 732 734 rBvV4 85367 163577 2.98% 0.339%
48 10.533 734 739 742 rBV2 3418505 4649522 84.80% 9.638%
49 10.648 747 749 753 rVB2 266625 420919 7.68% 0.873%
50 11.219 796 799 801 rBV 1422567 1488255 27.14% 3.085%

51 11.779 845 848 852 rvB3 230110 367384 6.70% 0.762%
52 12.556 914 916 918 rBV 296388 318534 5.81% 0.660%
53 12.808 935 938 941 rBV 4174623 4179162 76.22% 8.663%
54 13.699 1014 1016 1019 rVB 85627 119566 2.18% 0.248%
55 13.848 1027 1029 1032 rBV 987895 988474 18.03% 2.049%

56 15.231 1147 1150 1162 rVB 654386 877713 16.01% 1.819%

Sum of corrected areas: 48241049
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086745.D
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Abundance TIC: BF086745.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 13

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

4.90 6.45 ng 183248 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Propylamine 59 C3HON 000107-10-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 246 (4.899 min): BF086745.D (-243) (-) m/z 43.05 100.00%
43
5000 59
101 RN ARN Ehn B oo
4.60 4.80 5.00 5.20
83
O Sl S8 8 | w/z 59.10 47.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR AR R R
4.60 4.80 5.00 5.20
59 m/z 101.00 13.61%
0 21 37| 53 ‘ 67 778 o1 O
miz--> A A S N N
Abundance
43
ok i abo ek
5000 57 m/z 58.00 13.09%
29
101
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate
43 4.60 4.80 5.00 5.20
m/z 41.10 9.86%
5000
58
% 27 37, 72 100
0"'P"'I'”'I"'W""I”"I'”'I"”I"'W""P"'I' HABE RS LA S R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown6.48 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.48 158.73 ng 4511940 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 14
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 384 (6.476 min): BF086745.D (-382) (-)
68
5000
40 96
104
0 Ll 4?.|| 61|..| ly, 87 115

m/z--> 20 30 40 50 60 70 80

90 100 110 120 130 140

Abundance

69
104
5000

78
31 a4 51

#13677: 3-Chloro-6-fluoro-pyrazine

132

m/z--> 20 30 40 50 60 70 80

0.“.”,”Jh.h.ﬂ.”,”.n.”.“”.“.”,”.w.”.“.”,u..”

90 100 110 120 130 140

Abundance

97
5000

70

31 44 51 60 77 g6

105 116

132

m/z--> 20 30 40 50 60 70 80

o) NS NN N BN SR WA RN N SO MNBR ' B

90 100 110 120 130 140

Abundance

5000
104

39 51 63 -
e JM |

#14022: Pyrazolo(2,3-a)pyridine, 7-methyl-

117

132

Oty
m/z--> 20 30 40 50 60 70 80

90 100 110 120 130 140

m/z 132.10 100.00%

6.20 6.40 6.60 6.80

m/z 68.10 53.59%

6.20 6.40 6.60 6.80

m/z 66.10 38.25%
6.20 6.40 6.60 6.80
m/z 134.10 32.47%

6.20 6.40 6.60 6.80

m/z 69.05 22 .78%

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown7.93 Concentration Rank 19

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

7.93 4_.51 ng 185373 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid, 4-methyl-4-nitro... 175 C7H13NO4 016507-02-1 47
2 3-Undecene, 8-methyl- 168 C12H24 1000061-84-4 38
3 2-Propen-1-one, l1l-cyclopropyl- 96 C6H80 059819-62-4 38
4 Cyclopropane, 1l-butyl-2-pentyl-,... 168 C12H24 074663-88-0 25
5 2-Undecene, 7-methyl- 168 C12H24 1000061-83-0 25

Abundance Scan 511 (7.927 min): BF086745.D (-508) (-) m/z 41.10 100.00%
41 55 69
81
5000
I ‘ | ‘ 7.60 7.80 8.00 820
Ol e Ll m/z 69.10 95.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #39492: Pentanoic acid, 4-methyl-4-nitro-, methyl ester
69
41
5000 97 AR RN U AR
55 7.60 7.80 8.00 8.20
27 129 m/z 55.10 90.37%
87
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43 55 69
7.60 7.80 800 820
5000 a1 m/z 81.10 72.83%
29 97
o 12 1y 168
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #2766: 2-Propen-1-one, 1-cyclopropyl- R e
7 M 55 6 7.60 7.80 8.00 8.20
m/z 43.10 68.79%
5000 926
Ll ol 81
B A AR RRAAE KR A RN LALAN RARAN ARA LA RSN RALAN LRSS LARY AR RN SN AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 12

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

8.46 6.75 ng 277735 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 90
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8HS8S 002471-92-3 87
3 Benzene, (ethenylthio)- 136 C8HS8S 001822-73-7 80
4 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 72
5 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 64

Abundance Scan 558 (8.465 min): BF086745.D (-553) (-) m/z 135.00 100.00%
35
5000 o1
39 51 67 44 109 121 145 160 8.20 8.40 8.60 8.80
of m/z 136.10 81.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15788: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 AR IR I L A
8.20 8.40 860 8.80
m/z 91.05 37.29%
21 ® Sleg T T | aozg0 12 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
" 820 840 860 8.80
5000 m/z 134.00 16.75%
&7 91
ol 27 39 Sl g 77 103111 121
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15786: Benzene, (ethenylthio)-
135 8.20 8.40 860 8.80

m/z 137.00 13.74%

91
5000
51 65 77
39 109
21 [ \‘ N L , 101 |, 1?1 | ‘\

|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 3-Methylbenzothiophene Concentration Rank 17

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

8.66 4.72 ng 194012 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methylbenzothiophene 148 C9HS8S 001455-18-1 87
2 Benzo[b]thiophene, 5-methyl- 148 C9HS8S 014315-14-1 87
3 Benzo[b]thiophene, 2-methyl- 148 C9HS8S 001195-14-8 87
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 78
5 2-Propenoic acid, 3-phenyl- 148 C9H802 000621-82-9 72

Abundance Scan 575 (8.659 min): BF086745.D (-572) (-) m/z 147.10 100.00%
147
5000
45 55 63 77 g9 103117 141 8.40 8.60 8.80 9.00
Ol et i it S k1 Tm7z 148.10  78.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22272: 3-Methylbenzothiophene
147
5000
8.40 8.60 8.80 9.00
45 6 m/z 149.10 12.91%
15 27 37 | 36l 7 89 103 USpg45 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147
R RN E e e s )
8.40 8.60 8.80 9.00
5000 m/z 121.00 10.39%

45
50 %977 g9 103 115,54,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22279: Benzo[b]thiophene, 2-methyl- T T
147 8.40 8.60 8.80 9.00
m/z 63.00 6.98%
5000

45 63 7ﬁ gg 103 1}5 |
| I |

O e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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-methyl- Concentration Rank 4

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

8.80 14.91 ng 613221 Naphthalene-d8 8.00
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 Benzocycloheptatriene 142 C11H10 000264-09-5 93
4 Bicyclo[4.4.1]lundeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90

Abundance Scan 587 (8.796 min): BF086745.D (-584) (-) m/z 142.10 100.00%

142
5000 115

8.40 8.60 8.80 9.00 9.20

O m/z 141.10 90.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18499: Naphthalene, 1-methyl-
142
N
5000 115 8.40 8.60 8.80 9.00 9.20
m/z 115.05 43.76%

oL 27 39 51 8371 89 g 26 |
T T e T R T I e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance

142

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
8.40 8.60 8.80 9.00 9.20

5000 m/z 147.10 21.88%
115
oL 27 39 51 837 89 40 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18494: Benzocycloheptatriene
141 8.40 8.60 8.80 9.00 9.20
115 m/z 148_.10 16.24%
5000
63 89
“ | HH Wl 102 N ‘ 128 o ‘
0 ,,,,,,,,,,, R RRNRATAE LR LR e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 unknown9.20 Concentration Rank 14

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

9.20 5.60 ng 221615 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-55-0 38
2 2-Naphthalenol, 5-amino- 159 C10H9NO 000086-97-5 30
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 27
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 27
5 Benzene, 2-(2-butenyl)-1,3,5-tri... 174 C13H18 063435-25-6 25

Abundance Scan 622 (9.196 min): BF086745.D (-617) (-) m/z 159.10 100.00%
145 159

5000

8.80 9.00 9.20 9.40 9.60

0 m/z 145.10 85.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38737: Naphthalene, 1,2,3,4-tetrahydro-1,5,7-trimethy!-
159
5000 [Trrr[rr T rrr [ rrrr[rrs

174 8.80 9.00 9.20 9.40 9.60
m/z 41.10 71.10%
15 2 P ;g5 T % gt PP
Ol e bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
159
R ERmEE B
8.80 9.00 9.20 9.40 9.60
5000 m/z 109.10 64 .44%
130
77 103
28 39 51 65 89 115 140
o) RS G T AR ST RS | S T Mt | AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29406: Benzene, 1-(2-butenyl)-2,3-dimethyl- B
145 8.80 9.00 9.20 9.40 9.60
m/z 115.10 53.00%
5000 160
91 105115 130
39 51 77
m/z--> 20 40 60 80 100 120 140 160 180 8. 80 9.00 9. 20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 3,5-Dimethyl-1-adamantanol Concentration Rank 11

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

9.25 7.91 ng 313187 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyl-1-adamantanol 180 C12H200 000707-37-9 70
2 Benzoic acid, 4-fluoro-, ethyl e... 168 C9H9F02 000451-46-7 38
3 Photocitral a 152 C10H160 1000292-85-0 30
4 1,4,4-Trimethylcyclohex-2-enecar... 168 C10H1602 103262-04-0 30
5 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 30

Abundance Scan 627 (9.253 min): BFO86745.D (-624) (-) m/z 123.10 100.00%
3

5000

9.00 9.20 9.40 9.60

01 m/z 109.10 95.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109 123
5000 LA I L L L L L
180 9.00 9.20 9.40 9.60
a m/z 95.10 50.02%
29 67 79 o1 165
A TP VPO N . AN N AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
123
R e REEE SRS
9.00 9.20 9.40 9.60
5000 95 m/z 41.10 45 .54%
75 140
27 50 168
0 38 63 84 105 153
L e e e B AL B e o o e e e B A A e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23933: Photocitral a R B EREE R
123 9.00 9.20 9.40 9.60
a4 m/z 55.10 34.97%
5000
67
32 ‘ ‘ 81 ‘ 109 137
ol ol bl L2 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF050416.M Mon May 09 19:07:09 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 Benzo[b]thiophene, 2,5-dime... Concentration Rank 20

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

9.33 4_.50 ng 178375 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,5-dimethyl- 162 C10H10S 016587-48-7 60
2 Benzo[b]thiophene, 2,7-dimethyl- 162 C10H10S 016587-40-9 53
3 1H-Indol-2(3H)-one, 3-aminomethyl- 162 C9H10N20 1000262-27-9 46
4 Benzaldehyde, 2,3,4,5-tetramethyl- 162 C11H140 029344-95-4 45
5 5,8-Dimethyl-1,2,3,4-tetrahydroq... 162 C10H14N2 066102-39-4 35

Abundance Scan 634 (9.333 min): BF086745.D (-631) (-) m/z 161.10 100.00%
1
5000
9.00 9.20 9.40 9.60
(o} m/z 162.10 98.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30452: Benzo[b]thiophene, 2,5-dimethyl-
162
5000 NN A SRR
9.00 9.20 9.40 9.60
o % s 128 e m/z 147.05 56.83%
— |1|5| |2|7| |3\|9le : .5‘?“.“.‘ .“.“l‘. I‘g\}lllo\lzl .‘. I‘ : ‘l\ .]‘-.37. e "l ‘l T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
162
9.00 920 940 9.60
5000 m/z 41.10 45 .44%
147
15 27 39 63 80 o ;0o 115 128137
mz-> 20 40 60 80 100 120 140 160 180
Abundance #31110: 1H-Indol-2(3H)-one, 3-aminomethyl- AR e R ERE m
162 9.00 9.20 9.40 9.60
m/z 145.10 40.55%
5000 93 120
145
42 65
0""I"3'3"i“" IS‘ZQI.I I‘*h' |7;\7| i .‘”l‘.:ll-o‘?. i M‘- ll?:?l lH‘. ..|‘....|.. P e
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60

8270-BF050416.M Mon May 09 19:07:11 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 11 unknown9.40 Concentration Rank 10

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

9.40 8.68 ng 343584 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[4.3.1.1(3,8)]Jundecane, ... 180 C12H200 021898-95-3 38
2 1,5-Dichloro-2-((3-fluorobenzyl) ... 332 C14H11CI2F02S 1000298-20-6 14
3 3,4-Pyridinediamine 109 C5H7N3 000054-96-6 14
4 Phenol, 3-amino- 109 C6H7NO 000591-27-5 14
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 12

Abundance Scan 640 (9.402 min): BF086745.D (-638) (-) m/z 109.10 100.00%
109
5000

9.00 9.20 9.40 9.60 9.80

0! m/z 95.10 51.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #42637: Tricyclo[4.3.1.1(3,8)]undecane, 1-methoxy-
109
5000 | AL LI L L L L L L L L
9.00 9.20 9.40 9.60 9.80
m/z 141.10 36.73%
4lg7 79 125 149
3 SN P TN o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
109
REEEE RS s e e A
9.00 9.20 9.40 9.60 9.80
5000 m/z 156.10 35.92%
83
ol 3 63 125143159175 198217233 268 295 332
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #5392: 3,4-Pyridinediamine
109 9.00 9.20 9.40 9.60 9.80
m/z 180.15 24 .82%
5000
54 82
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9.00 9.20 9.40 9.60 9.80

8270-BF050416.M Mon May 09 19:07:12 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 12 unknown9.89 Concentration Rank 7

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

9.89 12.15 ng 481042 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-(chloromethyl)-1,2-di... 154 C9H11ClI 000102-46-5 42
2 2,5-Dimethylbenzyl chloride 154 C9H11Cl 000824-45-3 38
3 1,4-Benzenediamine, N,N,N" ,N"-te... 164 C10H16N2 000100-22-1 38
4 2-(5-Methyl-3-pyrrolyl)piperidine 164 C10H16N2 1000245-18-2 30
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 30

Abundance Scan 683 (9.893 min): BF086745.D (-680) (-) m/z 119.10 100.00%
119
o WJ\\uw
960 9.80 10.00 10.20
o} m/z 164.10 74 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26351: Benzene, 4-(chloromethyl)-1,2-dimethyl-
119
5000
9.60 9.80 10.00 10.20
91 154 m/z 105.10 32.02%
o 39 51 65 ST <
iz 30 4o e 80 10 130 1o 1% 1 5%
Abundance
119
960 9.80 10.00 10.20
5000 m/z 91.10 30.25%
91
39 7 103 154
. 27 51 63 129139
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #31802: 1,4-Benzenediamine, N,N,N',N*-tetramethyl- R AN B R
164 9.60 9.80 10.00 10.20
149 m/z 149.10 24 .23%
5000
42 Bl 107 122133
a5z P e | I | e VSN
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 13 trans-4-Phenyl-3-butenoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.04 14.13 ng 559613 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4-Phenyl-3-butenoic acid 162 C10H1002 001914-58-5 94
2 3-Butenoic acid, 4-phenyl- 162 C10H1002 002243-53-0 91
3 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 72
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 72
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 64

Abundance Scan 696 (10.042 min): BF086745.D (-692) (-) m/z 117.10 100.00%
117
5000
162
39 51 63 77 91102 134145 176 150 208 9.80 10.00 10.20 10.40
o} R B = S e m/z 115.10 41.27%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #30369: trans-4-Phenyl-3-butenoic acid
117
5000 N IR RN RN B
162 9.80 10.00 10.20 10.40
91 m/z 162.10 29.06%
o2 aa 2 ® S ST e |y |
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
117
9.80 10.00 10.20 10.40
5000 162 m/z 91.10 15.09%
2 91
o 27 7 %L 8 77 o 133144
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #53971: 3-Bromo-1-phenyl-1-propene L e
117 9.80 10.00 10.20 10.40
m/z 118.10 11.33%
5000
39 58 9a 196
o 286 7, 77 | 102 || 131 152 183 ||
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF050416.M Mon May 09 19:07:14 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 14 unknownl10.11 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.11 4.52 ng 178798 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methyl-1,2,3,4-tetrahydroquino... 147 C10H13N 000091-61-2 42
2 Pentacyclo[5.2.1.0(1,5).0(5,9).0... 132 C10H12 1000185-59-0 35
3 Quinoline, 5,6,7,8-tetrahydro-3-... 147 C10H13N 028712-62-1 20
4 4a,8a-Ethenonaphthalene, 1,2,3,4... 160 C12H16 024139-32-0 20
5 1-Methyl-5-(4-methylphenyl)tetra... 174 C9H10N4 068826-33-5 18

Abundance Scan 702 (10.110 min): BF086745.D (-700) (-) m/z 133.10 100.00%

133

5000

e

9.80 10.00 10.20 10.40
0f m/z 117.10  75.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21352: 6-Methyl-1,2,3,4-tetrahydroquinoline
147

132 9.80 10.00 10.20 10.40
m/z 91.10 65.31%

117
65 77 91 ‘
0,....,”..,U.”u..tﬂQ%.Wu”“u,W.”,....“...,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117

91 9.80 10.00 10.20 10.40
5000 104 131 m/z 115.10 61.48%
77
39 5
27 65
bl el Wl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21360: Quinoline, 5,6,7,8-tetrahydro-3-methyl- LA R R maS A B
146 9.80 10.00 10.20 10.40
m/z 174.10 59.50%
5000
119 132
77 91 104 ‘
2 B il Y W ) NN U o YA
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 15 unknownl10.20 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.20 4.76 ng 188370 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4-Dimethylphenyl isothiocyanate 163 C9HONS 039842-01-8 38
2 1H-Indene, 2,3-dihydro-5-nitro- 163 C9HONO2 007436-07-9 35
3 4-1sopropylphenylacetic acid 178 C11H1402 004476-28-2 30
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 30
5 Benzenemethanol, 4-(1,1-dimethyl... 178 C12H180 034386-42-0 25
Abundance Scan 710 (10.202 min): BF086745.D (-709) (-) m/z 163.10 100.00%
143
5000 115 31
178
192 904 9.80 10.00 10.20 10.40 10.60
o} m/z 131.10 50.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31506: 2,4-Dimethylphenyl isothiocyanate
163
130
5000
77 105 9.80 10.00 10.20 10.40 10.60
39 148 m/z 130.10 44 .85%
0 ..1.5|... ‘ A \‘H \‘M HMH\ .‘.. \‘ .1‘}‘8.:..|....|l‘...|....|....
m/z--> 20 40 60 80 120 140 160 180 200
Abundance
9.80 10.00 10.20 10.40 10.60
5000 m/z 115.10 43.53%
o1 146
39 63
ol 15 27 o 7102 1
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41008: 4-Isopropylphenylacetic acid T e o S R
117 163 9.80 10.00 10.20 10.40 10.60
m/z 133.10 35.95%
5000 91 178
45
27 65 77 105 133
s Ly PP P | L el
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40 10.60

8270-BF050416.M Mon May 09 19:07:16 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 16 4-Isopropylphenylacetic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.27 20.11 ng 796447 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Isopropylphenylacetic acid 178 C11H1402 004476-28-2 64
2 Propofol 178 C12H180 002078-54-8 58
3 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 52
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 50
5 Ethanone, 1-[4-(ethoxymethyl)phe... 178 C11H1402 093205-94-8 50
Abundance Scan 716 (10.271 min): BF086745.D (-714) (-) m/z 163.10 100.00%
163
115 133
39 51 63 77 1 10.00 10.20 10.40 10.60
Ob ek | il “' . |' . i|! ik 188 204 m/z 178.10 46.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41008: 4-Isopropylphenylacetic acid
117 163
91 178 10.00 10.20 10.40 10.60
m/z 133.10 23.33%
27 65 77 105 133
0 '}?I'h"hjﬂ"”j'"I'N*'I"'jl'"'ﬂﬁ?"ll"'l""l"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163
10,00 10.20 10.40 10.60
5000 m/z 115.10 22 .91%
178
o1 117
15 27 451 65 77 103 135147
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41005: Benzoic acid, p-tert-butyl- R L
163 10.00 10.20 10.40 10.60
m/z 91.10 21.49%
5000
41 91 135 178
15 29 | 51 65 77 ‘ 103 115 ‘ 147
m/z--> 20 40 6|O 80 1(')0 12'0 140 160 15';0 200 10.00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_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 18 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.78 9.87 ng 367384 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecane 198 C14H30 000629-59-4 15
5 Hexadecane 226 C16H34 000544-76-3 11
Abundance Scan 848 (11.779 min): BF086745.D (-845) (-) m/z 43.10 100.00%
5000 129
85 213 L
0115 | 187171185, 05 | oy 256 - 11.40 11.60 11.80 12.00
0 m/z 60.00 89.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 R B BN RN SO B
11.40 11.60 11.80 12.00
21 m/z 73.00 87.17%
Ul ‘ 143157171185, o
0::: ||||‘l||”|”|
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
4357 B DU B RN URRURE B
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 81.71%
29 87 185
115 228
s 101 143 171 199,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid e ma E e AR
43 11.40 11.60 11.80 12.00
i m/z 57.10 77.02%
I \/\M/\\A/\//\\J\W\/
5000
. | ‘k‘ 143157171185199213
m/z--> 'IEBIIZBIIGO 80 100 120 140 160 180 200 220 240 260 280 1i26 1féo'ii§0'iéﬁd""'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Heptadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.56 12.89 ng 318534 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 916 (12.556 min): BF086745.D (-914) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Cyclotetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.84 ng 119566 Chrysene-d12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Cyclohexadecane 224 C16H32 000295-65-8 91
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
Abundance Scan 1016 (13.699 min): BF086745.D (-1014) (-) m/z 43.10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086745.D

Acq On > 7 May 2016 1:21

Operator : UM/SJ

Sample : H2770-10

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4 .90 6.5 ng 183248 1 6.70 1137040 40.0
unknown6 .48 6.48 158.7 ng 4511940 1 6.70 1137040 40.0
unknown7 .93 7.93 4.5 ng 185373 2 8.00 1645440 40.0
Benzo[b]thiophene. .. 8.46 6.8 ng 277735 2 8.00 1645440 40.0
3-Methylbenzothio. .. 8.66 4.7 ng 194012 2 8.00 1645440 40.0
Naphthalene, 1-me... 8.80 14.9 ng 613221 2 8.00 1645440 40.0
unknown9.20 9.20 5.6 ng 221615 3 9.74 1583850 40.0
3,5-Dimethyl-1-ad. .. 9.25 7.9 ng 313187 3 9.74 1583850 40.0
Benzo[b]thiophene. .. 9.33 4.5 ng 178375 3 9.74 1583850 40.0
unknown9 .40 9.40 8.7 ng 343584 3 9.74 1583850 40.0
unknown9 .89 9.89 12.2 ng 481042 3 9.74 1583850 40.0
trans-4-Phenyl-3-... 10.04 14.1 ng 559613 3 9.74 1583850 40.0
unknown10.11 10.11 4.5 ng 178798 3 9.74 1583850 40.0
unknown10.20 10.20 4.8 ng 188370 3 9.74 1583850 40.0
4-l1sopropylphenyl ... 10.27 20.1 ng 796447 3 9.74 1583850 40.0
n-Hexadecanoic acid 11.78 9.9 ng 367384 4 11.22 1488260 40.0
Heptadecanoic acid 12.56 12.9 ng 318534 5 13.85 988474 40.0
Cyclotetradecane 13.70 4.8 ng 119566 5 13.85 988474 40.0
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