LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 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-BF112115.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 3.278 109 113 128 rBvV 194434 497687 7.67% 0.858%
2 4.798 243 246 255 rBV 691148 1046904 16.14% 1.806%
3 5.256 283 286 293 rBVY 2044717 2758652 42 .52% 4_.758%
4 6.319 377 379 386 rVB 1091068 1763885 27.19% 3.042%
5 6.421 386 388 391 rBVY 4611719 4649180 71.67% 8.018%
6 6.593 400 403 406 rvB3 28943 73717 1.14% 0.127%
7 6.650 406 408 410 rBV 1248611 1189490 18.34% 2.051%
8 6.741 413 416 419 rBV3 76592 141483 2.18% 0.244%
9 6.810 419 422 424 rBV 4423609 4717172 T72.71% 8.135%
10 7.004 436 439 441 rBvV2 61147 79060 1.22% 0.136%
11 7.222 451 458 461 rBV 3659831 4428733 68.27% 7.638%
12 7.313 464 466 467 rVvV 68068 89241 1.38% 0.154%
13 7.347 467 469 473 rvv3 86858 146475 2.26% 0.253%
14 7.404 473 474 478 rvVvv3 37745 71899 1.11% 0.124%

15 7.507 481 483 488 rVB5 85408 177018 2.73% 0.305%

16 7.587 488 490 492 rBvV 89194 133623 2.06% 0.230%
17 7.667 495 497 500 rBv4 23857 65368 1.01% 0.113%
18 7.759 502 505 507 rBv4 46897 76621 1.18% 0.132%
19 7.884 514 516 518 rVB2 95747 153462 2.37% 0.265%
20 7.942 518 521 523 rBV 1446845 1663745 25.65% 2.869%

21 8.136 536 538 540 rBV 182733 168574 2.60% 0.291%
22 8.182 540 542 545 rvV 302656 318062 4_.90% 0.549%
23 8.319 549 554 557 rBv3 116419 335629 5.17% 0.579%
24 8.410 557 562 565 rBve 128131 330026 5.09% 0.569%
25 8.456 565 566 568 rvB2 88668 116361 1.79% 0.201%

26 8.502 568 570 571 rBv2 116463 141786 2.19% 0.245%
27 8.536 571 573 575 rVB2 88897 93313 1.44% 0.161%
28 8.604 577 579 580 rBv2 172172 162390 2.50% 0.280%
29 8.639 580 582 585 rBv4 82618 169447 2.61% 0.292%
30 8.696 585 587 588 rBv2 68351 94590 1.46% 0.163%

31 8.776 590 594 595 rBv4 101032 170974 2.64% 0.295%
32 8.902 602 605 607 rBv4 90958 200954 3.10% 0.347%
33 8.947 607 609 613 rvv5 133844 358984 5.53% 0.619%
34 9.016 613 615 618 rvv 4778502 6487240 100.00% 11.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.062 618 619 621 rVB2 79579 103920 1.60% 0.179%

36 9.142 622 626 628 rBv4 126522 298188 4.60% 0.514%
37 9.199 629 631 633 rvB3 189696 235685 3.63% 0.406%
38 9.245 633 635 636 rBv 124293 142879 2.20% 0.246%
39 9.279 636 638 640 rBv2 87509 122022 1.88% 0.210%
40 9.359 642 645 649 rBv4 320699 931594 14.36% 1.607%

41 9.542 660 661 664 rBv3 168938 277836 4.28% 0.479%
42 9.690 671 674 676 rBV 1755707 2092608 32.26% 3.609%
43 9.770 679 681 686 rBve 189657 324074 5.00% 0.559%
44 9.850 686 688 690 rBv3 118724 203079 3.13% 0.350%
45 10.068 705 707 710 rVB3 416919 521056 8.03% 0.899%

46 10.125 710 712 714 rVB3 187516 287785 4.44% 0.496%
47 10.182 715 717 719 rBV3 126697 173905 2.68% 0.300%
48 10.228 719 721 723 rBVv3 138376 176068 2.71% 0.304%
49 10.296 725 727 728 rBV 280808 264961 4._.08% 0.457%
50 10.399 734 736 739 rBVv3 231956 305861 4.71% 0.527%

51 10.479 739 743 745 rBV 4137209 5802972 89.45% 10.008%
52 11.085 794 796 797 rBV 746271 769540 11.86% 1.327%
53 11.165 801 803 805 rvB 1789345 1613206 24.87% 2.782%
54 11.279 812 813 816 rvB2 292272 272101 4._.19% 0.469%
55 11.508 831 833 841 rVB3 276714 629579 9.70% 1.086%

56 11.736 851 853 855 rvB 686641 677337 10.44% 1.168%
57 11.862 862 864 866 rBvV 237534 289606 4._46% 0.499%
58 12.513 918 921 926 rVB 463185 574562 8.86% 0.991%
59 12.753 939 942 944 rBV 5063010 5089883 78.46% 8.778%
60 13.656 1019 1021 1030 rVB 179423 318648 4.91% 0.550%

61 13.794 1030 1033 1035 rVB 1162027 1296521 19.99% 2.236%
62 15.154 1149 1152 1155 rBV 978058 1115930 17.20% 1.925%

Sum of corrected areas: 57983151
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF112215\

BF083160.D

22 Nov 2015 15:48

umsiz

G4504-08

48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Hexanol Concentration Rank 8

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

3.28 8.37 ng 497687 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Octanol. (R)- 130 C8H180 005978-70-1 72
3 2-Hexanol. (S)- 102 C6H140 052019-78-0 64
4 2-Hexanol. (R)- 102 C6H140 026549-24-6 56
5 2-Octanol 130 C8H180 000123-96-6 56

Abundance Scan 113 (3.278 min): BF083160.D (-109) (-) m/z 45.10 100.00%

45.1
5000

69.1 N
3.00 3.20 3.40 3.60
87.1 207.1

0 .JH.J”,:h”,...w...w...w...w...w.ﬁ.. m/z 43.10 22.98%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4314: 2-Hexanol
45.0

5000 LA L L L L L LB
3.00 3.20 3.40 3.60
27.0 69.0 m/z 41.10 17.12%
Al 87.0
0.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.,.”.
m/z--> 60 80 100 120 140 160 180 200
Abundance
45.0
3.00 3.20 3.40 3.60
5000 m/z 69.10 15.54%
29.0 69.0  97.0 1150
O el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4325: 2-Hexanol, (S)- R Eam e Rimaa e
45.0 3.00 3.20 3.40 3.60
m/z 39.10 6.71%
5000
ol o/ S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.80 17.60 ng 1046900 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 246 (4.798 min): BF083160.D (-243) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 URRARE LRSS RS L
| 831 | 440 460 4.80 5.00 5.20
Obrrr el e e m/z 59.10 58.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.40 460 4.80 5.00 5.20
0
150 4, 1010 m/z 101.10 17.63%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 440 460 4.80 5.00 5.20
5000 m/z 58.10 14 .29%
20.0 101.0
ol 20 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 440 460 4.80 5.00 5.20
m/z 41.10 9.53%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.42 Concentration Rank 2

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

6.42 78.17 ng 4649180 1,4-Dichlorobenzene-d4 6.65
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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 388 (6.421 min): BF083160.D (-386) (-) m/z 132.10 100.00%
1321
68.1
5000
01 g | o | o0 5% G40 oho ohy
o..,....,....,“!...,!.'..,.-!.'.,..7.?,1....,..1.,?1?‘?.1,.1.1.7.,1...., b m/z 68.10 55.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS RS S R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 66.10 34.24%
0'w'“'m'J\J'WH“'V'Jlﬁ?ﬁq“'w'“l“'w'”'w'“l“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 m/z 134.10 33.24%
33.0 44.0 0.0 105.0
0"I'”'I'"W""I'”éﬁ?”'{"ﬁ%P“'I"“I""ﬁ¥%9I”"I'”'I"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2742: 2—Cyc|0hexen—l—one | BRI DL N L
64.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 22 .00%
5000
39.0 96.0
27.0
55.0
O'W'”MP'”%L'W'H”I”“I'”?%q”l”"P'“l”'W'”'P'”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

8.18 3.82 ng 318062 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 95
2 1H-Indene.2.3-dihvdro-2.2-dimethvl- 146 C11H14 020836-11-7 81
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 70
4 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 70
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 70

Abundance Scan 542 (8.182 min): BF083160.D (-540) (-) m/z 131.10 100.00%
13f.1
5000
0.1 115.1
: 67.1 1471 7.80 8.00 8.20 8.40 8.60
ol el 2070 /7 146.10  31.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20757: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131.0
5000
7.80 8.00 8.20 8.40 8.60
91.0 41150 m/z 91.10 28.52%
1o RO w30 | wro
0"”I'“”I'J”IW'”H"”Iw'”I'N”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 117.10 21.01%
91.0 1150
. 51.0 45 147.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 7.80 8.00 8.20 8.40 8.60
m/z 115.05 20.16%
5000
390 430 91.0 1150 1470
0....|.‘...‘|..“.‘.“l‘.‘..‘l..‘..luuu‘ll.‘M.|l‘....|....|....|.... R L e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzocycloheptene Concentration Rank 12

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

8.32 4.03 ng 335629 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzocvcloheptene 146 Cl1l1H14 001075-16-7 59
2 Camphor 152 C10H160 000076-22-2 41
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 38
4 1-Cvclopropvl-2-phenvlethane 146 C11H14 037904-33-9 30
5 Cyclodecene, 1l-methyl- 152 C11H20 066633-38-3 25

Abundance Scan 554 (8.319 min): BF083160.D (-549) (-) m/z 104.10 100.00%
4 A
131.1
146.2
5000
e, 2070 | _8b0 830 540 8ko
o} : m/z 41.10 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20694: Benzocycloheptene
146.0
104.0
5000 131.0 LA LA UL UL UL
8.00 8.20 8.40 8.60
m/z 81.10 86.89%
77.0
0.----|~--|“=~W-fl-ﬂw-11~“- JL'W""P"'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 95.0
800 820 840 860
5000 69.0 m/z 55.10 81.19%
152.0
26.0 1po 136.0
R L S S L UL LA B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24314: cis-Decalin, 2-syn-methyl- R R mamEE B
95.0 8.00 8.20 8.40 8.60
67.0 m/z 95.10 78.90%
41.0
5000
152.0
110.0
137.0
0 |2.6L.b..|....|... .“ﬁ..‘.“.luu“‘..l‘luuuluu..|....|....|.... R R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 13

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

8.41 3.97 ng 330026 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 55
2 Benzene. (ethenvlthio)- 136 C8HS8S 001822-73-7 55
3 3-Furonitrile. 2-amino-4.5-dimet... 136 C7H8N20 005117-88-4 46
4 3.4-(Methvlenedioxv)toluene 136 C8H802 007145-99-5 43
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 43

Abundance Scan 562 (8.410 min): BF083160.D (-557) (-) m/z 135.10 100.00%
1356.1
95.1
5000
67.1
41 531 824 e 1522 8.00 8.20 8.40 8.60 8.80
Ohrrprrrrpe || 1 ||||||| ||| III "'l""". I.|I||I T llj..'.&ﬁ"j‘.‘-‘f.ll |!|"'='|"|"'|]'-('3§'.il"' m'/z '95_10 : 80..05%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15790: Benzo[b]thiophene, 2,3-dihydro-
135.0
5000 S L AN R R
9.0 800 8.20 840 8.60 8.80
. -30%
39.0 51 0 63.0 m/z 136.10 79.30
27.0 77.0
0 ”,“.q..Jhnt.ﬂ.J,ﬂﬂm.hhﬁ..ﬁan}ﬂ?glu}ﬁ%e...‘l.”...”,”.q.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
8.00 8.20 840 8.60 8.80
5000 91.0 m/z 91.10 48.84%
51.0
27.0 390 65.0 77.0 109.0121 g
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15611: 3-Furonitrile, 2-amino-4,5-dimethyl- R RN eSS C
136.0 8.00 8.20 8.40 8.60 8.80
m/z 67.10 29 .38%
5000
43.0 66.0 121.0
. . 780 920 107.0
m/z--> 20 30 4'0 5'0 6|0 7'0 80 90 100 ﬁo 120 130 140 150 160 170 800 820 840 8.60 8.80

8270-BF112115.M Tue Nov 24 10:12:43 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16

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

8.95 3.43 ng 358984 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 000475-03-6 87
2 1H-Inden-1-one. 2.3-dihvdro-3.3.... 174 C12H140 054484-71-8 83
3 Benzene. 2-(2-butenvl)-1.3.5-tri... 174 C13H18 063435-25-6 80
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-55-0 80
5 1H-Indene, 2,3-dihydro-1,1,5,6-t... 174 C13H18 000942-43-8 74

Abundance Scan 609 (8.947 min): BF083160.D (-607) (-) m/z 159.10 100.00%
159.1
5000 571 1741
41.1
771 911 119113111451 8.60 8.80 9.00 9.20
o m/z 174.10 39.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38742: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159.0
5000

8.60 8.80 9.00 9.20
m/z 57.10 34 .42%

115.0 131.0 174.0
ol 150 390 630 770910 T ygs0 | |
T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
159.0
AL e
8.60 8.80 9.00 9.20
5000 m/z 41.10 20.67%
174.0
115.0
150 390 @30 770 910 131.0
0 : 145.0
L S e o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38722: Benzene, 2-(2-butenyl)-1,3,5-trimethyl- R AN EmaE S
159.0 8.60 8.80 9.00 9.20
m/z 115.10 16.26%
5000 174.0
144.0
39.0 53.0 77.0 91.0 115.0129.0
) R 1T PO P 1 S O N S
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20

8270-BF112115.M Tue Nov 24 10:12:44 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 20

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

9.14 2.85 ng 298188 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-3.3.... 174 C12H140 054484-71-8 55
2 1H-Inden-1-one. 2.3-dihvdro-3.4.... 174 C12H140 035322-84-0 45
3 2-1sopropvlamino-4-methvlbenzoni... 174 C11H14N2 028195-00-8 43
4 1-Naphthalenol. 6-amino- 159 C10H9NO 023894-12-4 38
5 Benzene, 1,2,3,4-tetramethyl-4-(... 174 C13H18 061142-76-5 38

Abundance Scan 626 (9.142 min): BF083160.D (-622) (-) m/z 159.10 100.00%
159.1
5000
1 811 135.1
39.1 9.1 115.1 S SR A LN L
: 1782 o6 g 8.80 9.00 9.20 9.40
o : m/z 174.10 36.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38677: 1H-Inden-1-one, 2,3-dihydro-3,3,6-trimethyl-
159.0
5000 A SR LR R
8.80 9.00 9.20 9.40
115.0 m/z 55.10 32.79%
15.0 39‘-0 63.0 91‘-0 ‘\ 13‘1.0 | 17L0
[o) B .‘l.. ‘..“.‘. “l‘...“ ST N——— | .‘l‘.. — ...‘.. SE—
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
159.0
880 900 920 9.40
5000 m/z 81.10 29.94%
115.0131.0
150 390 430 910 175.0
O T e e o S B e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38614: 2-Isopropylamino-4-methylbenzonitrile B mmE e A RERE
159.0 8.80 9.00 9.20 9.40
m/z 95.10 27.73%
5000
131.0
o150 40 650 890 1150 | | 1750
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 940

8270-BF112115.M Tue Nov 24 10:12:45 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 5

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

9.36 8.90 ng 931594 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 014944-23-1 94
2 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 001590-08-5 90
3 Homophthalimide 161 C9H7NO2 004456-77-3 64
4 1(2H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000529-34-0 59
5 1H-2-Benzothiopyran-4(3H)-one 164 C9H80S 004426-76-0 59

Abundance Scan 645 (9.359 min): BF083160.D (-642) (-) m/z 118.10 100.00%
118.1
90.1
160.1
5000 145.1
39.1 630
9.00 9.20 9.40 9.60
o el P20 77779010 79.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29365: 1(2H)-Naphthalenone, 3,4-dihydro-3-methy!-
118.0
90.0
5000 145.01%>°

9.00 9.20 9.40 9.60
m/z 160.10 61.79%

39.0 63.0
0 m “ A ‘H wl M ‘H ul Al 1il
,,,,,,,,,,
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
118.0
90.0 160.0 9.00 9.20 9.40 9.60
5000 : m/z 145.10 51.61%
390 630 145.0
bbbt el Wl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30257: Homophthalimide R
90.0 118.0 161.0 9.00 9.20 9.40 9.60
m/z 89.05 31.04%
5000
63.0
3?0 I J 146.0
0.,”..\U..\..ww..h.,h..,..”,...w....,”..,.”. S Reaf et s S hn diiai
m/z--> 20 40 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF112115.M Tue Nov 24 10:12:48 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.77 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.77 3.10 ng 324074 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-propvl- 160 C10H12N2 005465-29-2 38
2 Cvclohexane. 1-ethvnvl-1-isocvano- 133 C9H11N 138313-44-7 35
3 2.4.5-Trimethvilphenvlacetonitrile 159 C11H13N 075279-58-2 30
4 N-Chloro-2-methvl-2-phenvlaziridine 167 C9H10CIN 1000283-29-0 27
5 Isoquinoline, 1,2,3,4-tetrahydro- 133 C9H11N 000091-21-4 25
Abundance Scan 681 (9.770 mm) BF083160.D (-679) (-) m/z 132.05 100.00%

5000

9.40 9.60 9.80 10.00

0! m/z 91.10 60.02%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29213: 1H-Benzimidazole, 2-propyl-
132.0
5000 LA L L L L L L L LB B
9.40 9.60 9.80 10.00
160.0 m/z 159.10 52.51%
mo oo |
A e A e E e e R

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
132.0
R R A RNERE R R
91.0 9.40 9.60 9.80 10.00
5000 39.0 m/z 133.10 49 .89%
65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29037: 2,4,5-Trimethylphenylacetonitrile R B
132.0 9.40 9.60 9.80 10.00
m/z 77.10 48.70%
159.0
5000
- IIIIIIIIIIIIIIIIIIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00

8270-BF112115.M Tue Nov 24 10:12:49 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.07 4.98 ng 521056 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Indanone. 5.6-dimethvl- 160 C11H120 016440-97-4 38
2 Cvclopropanamine. 2-phenvl-. trans- 133 C9H11N 000095-62-5 35
3 3-Buten-2-one. 4-phenvl-. oxime 161 C10H11NO 002887-98-1 25
4 o-lIsopropenvltoluene 132 C10H12 007399-49-7 25
5 4-Ethoxyphenylacetonitrile 161 C10H11NO 006775-77-5 20
Abundance Scan 707 (10.068 min): BF083160.D (-705) (-) m/z 160.10 100.00%
133.1 160.1 178.1
5000
202.1 9.80 10.00 10.20 10.40
(o} - m/z 178.10 94 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29336: 1-Indanone, 5,6-dimethyl-
117.0 160.0
5000 LR R BRI UL B
270 980 1000 10. 20 1040
' 51.0 91.0 m/z 133.10 83.89%
L gme o
0 R R P O ww.u;.ﬂt.l,ww.,u..‘.”.,..”,..”,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
56.0 U SRR NN BN B
30.0 9.80 10.00 10.20 10.40
5000 115.0 m/z 117.10 70.36%
77.0
e I R U SR B B R AN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29993: 3-Buten-2-one, 4-phenyl-, oxime R A RERES S
160.0 9.80 10.00 10.20 10.40
144.0 m/z 132.10 64 .54%
5000
77.0
51.0 ‘ 103.0 128.0
0....,2.7‘..?.‘,“;.“%,‘:‘.“‘ .‘..‘H”..” M ﬂ‘.‘...‘....l....l....l e
m/z--> 200 40 60 o 100 120 140 160 180 200 9. 80 10 00 10. 20 10. 40

8270-BF112115.M Tue Nov 24 10:12:50 2015

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.40 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.40 2.92 ng 305861 Acenaphthene-d10 9.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoauinoline-4-carboxamide. 2.3.... 192 C10H12N202 026862-51-1 43
2 3-(2-MethvlallvD)salicvlic acid 192 C11H1203 091143-32-7 22
3 2.3.4.5-Tetramethvlbenzoic acid 178 C11H1402 002529-39-7 18
4 5-Methvl-3-m-tolvl-1.2.4-oxadiazole 174 C10H10N20 087944-74-9 18
5 4a,8a-(Methanothiomethano)naphth... 192 C12H16S 017853-52-0 15
Abundance Scan 736 (10.399 min): BF083160.D (-734) (-) m/z 133.10 100.00%
9 .
10,00 10.20 10,40 10.60 10.80
o} m/z 131.10 98.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50056: Isoquinoline-4-carboxamide, 2,3,5,6,7,8-hexahydro-...
174.0
119.0
5000 91.0 192.0
147.0 10.00 10.20 10.40 10.60 10.80
‘ 65.0 “ m/z 91.10 94 .94%
ok m‘ \‘HH\M‘MI H\Iu\\ \\n .l‘.l‘l. e
m/z--> 100 120 140 160 180 200 220
Abundance
131.0 192.0
159.0 10,00 10.20 10,40 10.60 10.80
5000 510 70 m/z 178.10 86 .50%
105.0
27.0
S A U U AL B S S WA SIS WIS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41020: 2,3,4,5-Tetramethyloenzoic acid L e AR
178.0 10.00 10.20 10.40 10.60 10.80
m/z 115.10 79 .34%
133.0 160.0
5000
| 210 50 mo %0 mso |||
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60 10.80

8270-BF112115.M Tue Nov 24 10:12:51 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzenesulfonamide, N-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.08 9.54 ng 769540 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 94
2 N.N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 59
3 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 59
4 (PhenvlsulfonvDacetonitrile 181 C8H7NO2S 007605-28-9 45
5 1-[Phenylsulfonyl]-1-nitropropane 229 C9H11NO4S 021272-84-4 38
Abundance Scan 796 (11.085 min): BF083160.D (-794) (-) m/z 77.10 100.00%
-
141.0
170.1
5000
g 1000 1230 Ted
Obrrrprrrtrbrreb e A Gt e oia, 24822770 "m/z 141.00  76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64847: Benzenesulfonamide, N-butyl-
77.0 141.0 170.0
5000 AR AR B
1080 11.00 11.20 11.40
51.0 m/z 170.10 67.68%
TR L T oo B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
77.0
11080 11.00 11.20 11.40
5000 141.0 m/z 51.10 22 .40%
51.0
0h.,26.0 112.0 176.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134906: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir... e EEEEmmE
77.0 141.0 10.80 11.00 11.20 11.40
m/z 78.10 10.09%
5000
51.0
0 ‘ 335.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10,80 11.00 11.20 11.40

8270-BF112115.M Tue Nov 24 10:12:51 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2,3-Dihydro-1-oxo-1H-phenalene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.28 3.37 ng 272101 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Dihvdro-1-oxo-1H-phenalene 182 C13H100 000518-85-4 93
2 Anthracene. 1.2.3.4-tetrahvdro- 182 C14H14 002141-42-6 49
3 9H-Pvridol3.4-blindole. 1-methvl- 182 C12H10N2 000486-84-0 45
4 T1.17-Biphenvl1-4-carboxaldehvde 182 C13H100 003218-36-8 43
5 Acenaphthene 154 C12H10 000083-32-9 38
Abundance Scan 813 (11.279 min): BFO83160 D (-812) (-) m/z 153.10 100.00%
1 182

5000

%

11.00 11.20 11.40 11.60

204.2  237.2 281.1

(o} m/z 182.10 93.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44119: 2,3-Dihydro-1-oxo-1H-phenalene
182.0
5000 1530 LA L L L L LN

11.00 11.20 11.40 11.60
m/z 152.10 50.20%

76.0
| 28.0 510 01.0 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

3

Abundance
182.0
R IR R R
11.00 11.20 11.40 11.60
5000 154.0 m/z 154.10 47.36%

76.0
27.0 51.0 115.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #43998: 9H-Pyrido[3,4-b]indole, 1-methyl- B e e

182.0 11.00 11.20 11.40 11.60
m/z 181.10 21.52%
o WWMA

154.0
91.0
im0 seo a0 10 azo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60

8270-BF112115.M Tue Nov 24 10:12:52 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.51 7.81 ng 629579 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.5-bis(1.1-dimeth... 250 C15H2203 001421-49-4 93
2 -4 -Dimethvlamino-2"-(trimethvls... 250 C13H22N20Si 018410-40-7 68
3 Hexobarbital-2(or 4)-methvl deri... 250 C13H18N203 1000123-51-5 59
4 Benzoxazole. 2-(2-benzimidazolvl)- 235 C14H9N30 014595-67-6 58
5 Acetamide, N-[3-[(2-cyanoethyl)e... 275 C15H21N302 067905-64-0 53
Abundance Scan 833 (11.508 min): BF083160.D (-831) (-) m/z 235.20 100.00%
235.2
5000 A\
o11 207.1 e e
411 691 e 11351 175.1 | 2s11 11.20 11.40 11.60 11.80
Obrrr el b A gl b L 281 m/z 207.10 24._23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88415: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydroxy-
235.0
5000 S SR BN SO SRR
11,20 11.40 11.60 11.80
41.0 207.0 m/z 91.10 15.25%
0 ‘u \‘ 690 91\0 1150 1410 1750 ] \ |
m/z--> 20 40 60 éo 160 150 150 160 180 200 220 240 260 280
Abundance
235.0
11.20 1140 11.60 11.80
5000 m/z 236.20 14.80%
150 43.0 73.0 g5 134.0 161.0 192.0
O e e e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88208: Hexobarbital-2(or 4)-methy! derivative T
235.0 11,20 11.40 11.60 11.80

m/z 250.20 13.85%

5000
79.0 150.0
41.0 ‘ 107.0 } ‘ ‘ 1930 ‘
0 BT LU B || I ‘
...|....|....|....|....|....|............................,....,..

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 8.40 ng 677337 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 853 (11.736 min): BF083160.D (-851) (-) m/z 73.10 100.00%
431 731
5000 _,\__~_,___vALN,__A,__~__
129.1
97.1 213.2 L DU SO BN R
157.1 185.2 256.3 11.40 11.60 11.80 12.00
0 2302 T 28LL a7 43.10  94.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LB BRI B UL R

11,40 11.60 11.80 12.00
m/z 60.10 85.79%

213.0
|| ‘ 157.0 185.0
P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—r'_'_'_'—'_
43.0 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 76.32%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid R AR R
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.10 69 .34%
5000 129.0

15.0
B B e o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.59 ng 289606 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvphenv... 278 C17H2603 020170-32-5 93
2 Trimethvl(2.6 ditert.-butvlpheno... 278 C17H300Si 010416-73-6 59
3 2-TrifluoromethvlbenzolhTauinoli... 263 C14H8F3NO 001700-94-3 47
4 Phosphenimidous amide. tris(trim... 278 C9H27N2PSi3 050732-21-3 45
5 Pyridine, 2-(diphenylphosphino)- 263 C17H14NP 037943-90-1 43
Abundance Scan 864 (11.862 min): BF083160.D (-862) (-) m/z 263.15 100.00%
268.1
5000 571 ﬂ
147.1 219.2 LN B UL SULRLN S
91.1 1151 1731 196.1 "% 2432 11.60 11.80 12.00 12.20
Ot sl bbb e b o 2432 L L Thzz T 57.10  38.25%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105176: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 LN B UL SULRURA SR
11,60 11.80 12.00 12.20
570 m/z 278.20 22 .69%
o0, | Tro 100 O im0 0O |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
263.0
11,60 11.80 12.00 12.20
5000 m/z 264.20 19.87%
73.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96127: 2-Trifluoromethylbenzo[h]quinolin-4-ol
268.0 11.60 11.80 12.00 12.20
m/z 147.10 17.56%
5000 W’J\/\A/\/\J\J\/L\V\
139.0
69.0 166.0
b 0 Lo a0, L O e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.51 8.86 ng 574562 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Eicosane 282 C20H42 000112-95-8 25
Abundance Scan 921 (12.513 min): BF083160.D (-918) (-) m/z 43.10 100.00%
i .0 MAJL\W
5000
12:20 12.40 12.60 12.80
Obrrprrrdbee m/z 73.05 94 .21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43.0
5000 IR SRR BARUAERE
nmnmnmnm
m/z 60.10 80.21%
O}QQJ”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12120 12.40 12.60 12.80
5000 129.0 m/z 57.10 79.86%
970 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid AN B B
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.10 64.97%
5000 129.0 _Hw,AV_EN“VJA\AKJLV\_V\ﬁvva’
185.0 228.0
e | e, |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083160.D

Aca On : 22 Nov 2015 15:48

Operator : UM/I1Z

Sample : 64504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.66 4.92 ng 318648 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 1-Nonadecene 266 C19H38 018435-45-5 86
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 86
5 1-Octadecanol 270 C18H380 000112-92-5 83
Abundance Scan 1021 (13.656 min): BF083160.D (-1019) (-) m/z 57.10 100.00%
51.1
5000 m
1251 "5 1560 1380 1400
169.1 208.1 1 2811 312, : : : :
I 2481 31223551 n/z 43.10 97.16%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.0
83.0
5000 SR BN SRR SR B
111.0 13.40 13.60 13.80 14.00
m/z 55.10 84.72%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
97.0 SR IR SRR B B
13.40 13.60 13.80 14.00
5000 m/z 83.10 76.54%
29.0 125.0
o 153.0 182.0210.0238.0266.0294.0322.0
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene R B A REEERE B L
43.0 97.0 13.40 13.60 13.80 14.00
m/z 69.10 61.88%
5000 0.0
125.0
4150 ’ L J 154.0182,0210.0238.0266.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083160.D

Acq On : 22 Nov 2015 15:48

Operator : UM/1Z

Sample - G4504-08

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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-Hexanol 3.28 8.4 ng 497687 1 6.65 1189490 20.0
2-Pentanone, 4-hy... 4.80 17.6 ng 1046900 1 6.65 1189490 20.0
unknown6 .42 6.42 78.2 ng 4649180 1 6.65 1189490 20.0
Naphthalene, 1,2,... 8.18 3.8 ng 318062 2 7.94 1663750 20.0
Benzocycloheptene 8.32 4.0 ng 335629 2 7.94 1663750 20.0
Benzo[b]thiophene. .. 8.41 4.0 ng 330026 2 7.94 1663750 20.0
Naphthalene, 1,2,... 8.95 3.4 ng 358984 3 9.69 2092610 20.0
1H-Inden-1-one, 2... 9.14 2.9 ng 298188 3 9.69 2092610 20.0
1(2H)-Naphthaleno. .. 9.36 8.9 ng 931594 3 9.69 2092610 20.0
unknown9 .77 9.77 3.1 ng 324074 3 9.69 2092610 20.0
unknown10.07 10.07 5.0 ng 521056 3 9.69 2092610 20.0
unknown10.40 10.40 2.9 ng 305861 3 9.69 2092610 20.0
Benzenesulfonamid... 11.08 9.5 ng 769540 4 11.16 1613210 20.0
2,3-Dihydro-1-oxo... 11.28 3.4 ng 272101 4 11.16 1613210 20.0
Benzoic acid, 3,5... 11.51 7.8 ng 629579 4 11.16 1613210 20.0
n-Hexadecanoic acid 11.74 8.4 ng 677337 4 11.16 1613210 20.0
3,5-di-tert-Butyl... 11.86 3.6 ng 289606 4 11.16 1613210 20.0
Octadecanoic acid 12.51 8.9 ng 574562 5 13.79 1296520 20.0
Trichloroacetic a... 13.66 4.9 ng 318648 5 13.79 1296520 20.0
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