LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/1Z

Sample : G3474-01

Misc :

ALS Vial : 24 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-BF090115.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

4.433 247 249 259 rVB 333262 488926 18.46% 2.183%
4.936 290 293 295 rBV 886157 1080343 40.78% 4._.825%
rBv 618516 649787 24 .53% 2.902%
6.159 397 400 402 rBV 1325289 1834085 69.23% 8.191%
6.330 413 415 418 rBvV 17642 29922 1.13% 0.134%
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6.387 418 420 422 rBvV 515372 464889 17.55% 2.076%
6.547 431 434 435 rBV 1571487 1794120 67.72% 8.012%
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rvB 93620 65604 2.48% 0.293%

6.719 448 449 453 rBV3 27340 36325 1.37% 0.162%

1 6.970 467 471 473 rVB 1356656 1714563 64.72% 7.657%
11 7.085 480 481 484 rVB 23567 28325 1.07% 0.126%
12 7.176 485 489 490 rvv 80498 76110 2.87% 0.340%
13 7.199 490 491 493 rVB 38066 41658 1.57% 0.186%
14 7.336 501 503 504 rBvV 37275 30548 1.15% 0.136%
15 7.359 504 505 508 rvB2 25626 39840 1.50% 0.178%
16 7.416 508 510 512 rBV2 55617 66645 2.52% 0.298%
17 7.622 525 528 531 rBV3 19361 52095 1.97% 0.233%

18 7.679 531 533 534 rvv 683118 658490 24.86% 2.941%
19 7.702 534 535 540 rvB2 97311 159276 6.01% 0.711%

20 7.816 544 545 549 rVB3 17653 33245 1.25% 0.148%
21 7.873 549 550 553 rBv2 46826 60808 2.30% 0.272%
22 7.919 553 554 556 rvv 33160 44694 1.69% 0.200%
23 8.068 565 567 569 rvB2 41618 55002 2.08% 0.246%
24 8.148 569 574 576 rBV 137746 168848 6.37% 0.754%
25 8.182 576 577 580 rvv3 30949 44489 1.68% 0.199%
26 8.239 580 582 584 rvv2 36063 72295 2.73% 0.323%
27 8.273 584 585 587 rvv2 40792 34570 1.30% 0.154%
28 8.342 587 591 592 rvB2 121879 148386 5.60% 0.663%
29 8.376 592 594 596 rBV 32439 36582 1.38% 0.163%
30 8.479 601 603 605 rvv2 292913 345328 13.04% 1.542%
31 8.525 605 607 611 rVvB2 37229 61698 2.33% 0.276%
32 8.593 611 613 614 rBvV2 28786 34537 1.30% 0.154%
33 8.765 625 628 630 rVvB 2297398 2649212 100.00% 11.831%
34 8.902 636 640 641 rBV3 22948 45946 1.73% 0.205%

8270-BF090115.M Thu Sep 03 13:42:53 2015 S Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/1Z

Sample : G3474-01

Misc :

ALS Vial : 24 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-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.925 641 642 644 rvv2 31761 52467 1.98% 0.234%
36 8.959 644 645 647 rVB 51330 40245 1.52% 0.180%
37 9.005 647 649 652 rBv2 58421 99330 3.75% 0.444%
38 9.085 654 656 657 rBvV 123446 123825 4.67% 0.553%
39 9.119 657 659 660 rvv2 82630 94845 3.58% 0.424%
40 9.165 660 663 664 rvv2 43227 60728 2.29% 0.271%

41 9.199 664 666 671 rVB 162526 237368 8.96% 1.060%
42 9.279 671 673 675 rBvV 332625 275980 10.42% 1.232%
43 9.416 683 685 687 rBvV 766009 719647 27.16% 3.214%

44 9.451 687 688 693 rvv3 52100 89975 3.40% 0.402%
45 9.565 697 698 700 rvv2 21645 32446 1.22% 0.145%
46 9.622 700 703 705 rvv2 86419 120647 4 _55% 0.539%
47 9.668 705 707 708 rvv 36742 53220 2.01% 0.238%
48 9.736 711 713 716 rBvV2 103716 139405 5.26% 0.623%
49 9.816 718 720 721 rVvV 60217 62047 2.34% 0.277%
50 9.908 724 728 731 rBv4 37745 88539 3.34% 0.395%

51 9.953 731 732 734 rVB 162051 132449 5.00% 0.592%
52 10.022 735 738 742 rVV 131203 218924 8.26% 0.978%
53 10.091 742 744 745 rVvv2 39845 65446 2.47% 0.292%
54 10.159 748 750 751 rvv2 91505 105424 3.98% 0.471%
55 10.205 751 754 756 rVvV 1401828 1593306 60.14% 7.116%

56 10.239 756 757 760 rvv3 20846 39005 1.47% 0.174%
57 10.342 763 766 769 rVB3 20268 50952 1.92% 0.228%
58 10.399 769 771 772 rBV2 26550 32189 1.22% 0.144%
59 10.491 778 779 781 rBV2 26406 41196 1.56% 0.184%
60 10.525 781 782 786 rvv2 59896 82862 3.13% 0.370%
61 10.742 799 801 803 rBv2 21600 41143 1.55% 0.184%
62 10.776 803 804 807 rvB2 57909 74916 2.83% 0.335%
63 10.879 811 813 816 rVB 675514 598118 22.58% 2.671%
64 10.994 821 823 825 rvv2 49242 54824 2.07% 0.245%
65 11.211 840 842 844 rBV3 21773 29779 1.12% 0.133%
66 11.382 855 857 859 rBv2 40975 49547 1.87% 0.221%
67 11.462 862 864 870 rvB 306364 356943 13.47% 1.594%
68 11.702 883 885 887 rvB 38065 38226 1.44% 0.171%
69 11.931 902 905 907 rBv4 18682 31841 1.20% 0.142%

70 12.239 930 932 934 rBV 116348 125655 4.74% 0.561%
71 12.468 949 952 955 rBV 1766307 2018939 76.21% 9.016%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/1Z

Sample : G3474-01

Misc :

ALS Vial : 24 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 - 0 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-BF090115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.394 1031 1033 1038 rBV 124863 147619 5.57% 0.659%
73 13.485 1039 1041 1043 rVV 426628 526239 19.86% 2.350%
74 14.365 1115 1118 1120 rVB 75881 72242 2.73% 0.323%
75 14.800 1154 1156 1160 rVB 351434 350793 13.24% 1.567%

76 15.245 1192 1195 1200 rVB6 16391 34384 1.30% 0.154%
77 15.588 1221 1225 1230 rVB2 19475 41051 1.55% 0.183%
Sum of corrected areas: 22391917
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF081362.D

2000000

6.55

1500000 616 6.97

1000000 4.94

7.68

500000
4.43

oS ety

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF081362.D
8(76

2000000
12.47

1500000 10.20

1000000

9.42 10.88

500000

O e e e T T T T T

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081362.D

2000000

1500000

1000000

500000

15.25 15.59

T
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.43 21.03 ng 488926 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 249 (4.433 min): BF081362.D (-247) (-) m/z 43.05 100.00%
43
59
5000
101
0 TN 8 | W7 8910 58 03
L S S UL S SUL L SN S SIS UL B B - ¢
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR R A A LA
59 4.00 420 4.40 4.60 4.80
m/z 58.10 14 _.74%
15 31 101
o \ 25,7 37, 53, 83
miz--> N N A PPN
Abundance
59
400 420 440 4.60 480
5000 m/z 101.10 14.62%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R
59 400 420 440 460 4.80

m/z 41.05 9.10%

5000 41
31
‘ 69 &7
15 M‘ Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 400 4.20 440 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 unknown6.16 Concentration Rank 1

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

6.16 78.90 ng 1834090 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 400 (6.159 min): BF081362.D (-397) (-) m/z 132.10 100.00%
132
5000 68
0 % 580 600 620 640
40 54 - : - :
o Jrer |agsus o "m/z 68.10 35.80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I SARSE AR UL LR
5.80 6.00 6.20 6.40
2 51 78 m/z 134.10 34.17%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
580 600 620 640
5000 67 m/z 66.10 23.50%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 5.80 6.00 6.20 6.40
24 m/z 69.10 14 .25%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S || I
m/z--> 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 unknown6.57 Concentration Rank 16

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

6.57 2.82 ng 65604 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Aminophenylacetylene 117 C8H7N 054060-30-9 47
2 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 33
3 Indole 117 C8H7N 000120-72-9 9
4 Deltacyclene 118 C9H10 007785-10-6 9
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 9

Abundance Scan 436 (6.570 min): BF081362.D (-435) (-) m/z 117.10 100.00%
147
5000
39 58 91 L“ 6.20 6.40 6.60 6.80 7.00
Ol 1A 02 | W/Z 118.10  56.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8332: m-Aminophenylacetylene
117
5000 SNBSS RARSE RARN
620 6.40 6.60 6.80 7.00
89 m/z 115.05 23.22%
. 28 39 51 63 74 | 100 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
620 6.40 6.60 6.80 7.00
5000 m/z 91.10 6.28%
91
ol 15 27 39 51 63 77 | 102 129 169 196
L FUREL L FLELEL IR AL UL WL DRI BRI NI S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8322: Indole
117 6.20 6.40 6.60 6.80 7.00

m/z 116.10 6.15%

5000 90

63
14 28 39 51 " 74 ‘ |

Ot e e e e A

m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 9

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

8.15 5.13 ng 168848 Naphthalene-d8 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8HS8S 004565-32-6 91
2 Benzene, (ethenylthio)- 136 C8HS8S 001822-73-7 64
3 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 58
4 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 52
5 3-Furonitrile, 2-amino-4,5-dimet... 136 C7H8N20 005117-88-4 52

Abundance Scan 574 (8.148 min): BF081362.D (-569) (-) m/z 135.10 100.00%
135
5000
146
162 7.80 8.00 8.20 8.40
of m/z 136.10 85.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15790: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91 S RS SRR RS LARAE
7.80 8.00 820 8.40
39 m/z 131.10 54 _.89%
21 ot 63 102119 121
o.npnwumpnhntﬁ”:ﬂﬂhuhu&w”.uﬁqﬁw””..:””“”w””“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
o1 7.80 8.00 8.20 8.40
5000 m/z 91.05 47 .19%
) ,, 39 °1 65 77 109 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15722: Benzaldehyde, 4-methoxy- e
135 7.80 8.00 8.20 8.40
m/z 129.10 18.14%
5000
77
39 59 63 92 107
0 “'v%?l'“??“'ﬂv"wh'“ljm' “l*"“ly“' “J'P'%ﬁg'“l'““P"W'”'I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 11

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

8.34 4_.51 ng 148386 Naphthalene-d8 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9HS8S 016587-47-6 90
2 Benzo[b]thiophene, 2-methyl- 148 C9HS8S 001195-14-8 87
3 Benzo[b]thiophene, 4-methyl- 148 C9HS8S 014315-11-8 87
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 83
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 83

Abundance Scan 591 (8.342 min): BF081362.D (-587) (-) m/z 147.10 100.00%
147
5000
45 63 77 g9 103 121 131 8.00 8.20 8.40 8.60
Obrrrrrr e S e 22 b it bt el | m/Z 148.10  83.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22278: Benzo[b]thiophene, 6-methyl-
148
5000
8.00 8.20 8.40 8.60
45 ) m/z 149.10 13.39%
. [ s3  'e2eo 103 13317 15 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147
8.00 820 8.40 8.60
5000 m/z 131.10 11.48%
ol 27 384 53 63 " gpge 103 155, 44
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22275: Benzo[b]thiophene, 4-methyl-
147 8.00 820 8.40 8.60
m/z 121.00 10.60%
5000
45 74
O o 2280, 2 a2 332 L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 5

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

8.48 10.49 ng 345328 Naphthalene-d8 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1l-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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 55

Abundance Scan 603 (8.479 min): BF081362.D (-601) (-) m/z 142.10 100.00%
142
5000 115
39 51 63 89 820 840 860 880
74 128 160 : : : :
Obeprrrerrrirrrre ettt o2 e A0 e 274 Tm/z 141.10  90.68%
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
A
5000 L IS UL LS LU
115 8.20 840 8.60 8.80
m/z 115.10 46.51%
27 39 51 63 74 89 190 | 126 |
m/z--> 20 30 45 55 60 fo 80 gb 100 110 120 130 140 150 160 170 180
Abundance
142
8.20 8.40 8.60 8.80
5000 m/z 63.00 12.75%
115
27 39 51 63 74 89 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #18494: Benzocycloheptatriene
141 8.20 8.40 8.60 8.80
115 m/z 143.10 12.73%
5000
63 89
0 W"”I'”'I”"P"WJ'”"H“ “*“ﬁ"ﬁQ?“l”J'l'ﬁgg"w"“l“""'w'“'l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Benzo[b]thiophene, 2,7-dime... Concentration Rank 18

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

9.00 2.76 ng 99330 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]thiophene, 2,7-dimethyl- 162 C10H10S 016587-40-9 62
2 Benzene, 1-methyl-4-[(methylthio... 162 C10H10S 017293-64-0 43
3 Benzaldehyde, 2,3,4,5-tetramethyl- 162 C11H140 029344-95-4 43
4 1,2,3,4-Tetrahydro-1-methyl-4-ox... 162 C9H10N20 035042-16-1 35
5 1H-Inden-1-one, 2,3-dihydro-7-hy... 162 C10H1002 040513-50-6 30

Abundance Scan 649 (9.005 min): BF081362.D (-647) (-) m/z 162.10 100.00%
147
5000
8.60 880 9.00 920 9.40
0t m/z 161.10 93.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30451: Benzo[b]thiophene, 2,7-dimethyl-
162
5000
8.60 8.80 9.00 9.20 9.40
% 7 m/z 147.05 55_13%
oL 15 27 3 8, U8 By Il
miz--> 20 40 60 80 100 120 140 160
Abundance
162
8.60 8.80 9.00 9.20 9.40
5000 m/z 156.10 47 .19%
39 65 91 117 128 147
51 7 103 137
o7 T T
miz--> 20 40 60 80 100 120 140 160
Abundance #30554: Benzaldehyde, 2,3,4,5-tetramethyl-
162 8.60 8.80 9.00 9.20 9.40
133 m/z 141.10 43.20%
5000 119
91
27 39 51 65 77 105 147
[ M— .|.‘.“..U‘. .“l“.l“l“..”.“‘l‘. \‘ .M‘i.l“k“. |.H... i‘k..
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40

8270-BF090115.M Thu Sep 03 13:43:05 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Naphthalene, 1,3-dimethyl- Concentration Rank 14

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

9.08 3.44 ng 123825 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95

Abundance Scan 656 (9.085 min): BF081362.D (-654) (-) m/z 156.10 100.00%
141 186
5000 ﬁ “
115
128
39 51 63 77 g9 102 | | 8.80 9.00 9.20 9.40
Obrrrprrrrrrreprredrerrelrredberprtli et e b e e m/z 141.10  99.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27190: Naphthalene, 1,3-dimethyl-
156
141 T h
5000
8.80 9.00 9.20 9.40
115 128 m/z 115.10 28 .68%
27 39 51 63
0 ”'P%?I'”'P'“I”'W'”'Pl” “J“"f?“'}ga'l“kw'“mv'“uL"U*L"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156
1 RS R R
8.80 9.00 9.20 9.40
5000 m/z 155.10 26.67%
115 1og
o 14 27 3 St 3 7T g9 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27185: Naphthalene, 2,6-dimethyl-
156 8.80 9.00 9.20 9.40
m/z 128.10 20.04%
5000 141
oL 15 27 39 51 63 77 g 102 Yo 18| ull.
m/z--> 10 20 30 40 5'0 6|0 70 8IO 90 100 110 120 130 140 150 160 880 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Naphthalene, 1,2-dimethyl- Concentration Rank 6

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

9.28 7.67 ng 275980 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 673 (9.279 min): BF081362.D (-671) (-) m/z 141.10 100.00%
141
156
5000
115 128 TrT TrrrprrirrprerorT UL
3g 51 63 77 g9 102 9.00 9.20 9.40 9.60
o Ll 178 h77 186,10 73.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27182: Naphthalene, 1,2-dimethyl-
141 156
5000
9.00 9.20 9.40 9.60
76 15 m/z 115.10 23.54%
63
ol is 27 % S 4 8 w2 | - .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
. ISR R R
9.00 9.20 9.40 9.60
5000 m/z 155.10 16.08%
115
oL 15 27 39 S 63 T 89 102 128
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27170: Naphthalene, 1,3-dimethyl-
156 9.00 9.20 9.40 9.60
. m/z 128.10 13.96%
5000
115
o 27 39 51 63 76 g0 agp |” Y || |
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13

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

9.74 3.87 ng 139405 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 94
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 94

Abundance Scan 713 (9.736 min): BF081362.D (-711) (-) m/z 155.05 100.00%
185 170
5000
115 128
102 141 188 9.40 9.60 9.80 10.00
o m/z 170.10 88.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36211: Naphthalene, 1,6,7-trimethyl-
170
155
5000
9.40 9.60 9.80 10.00
m/z 153.10 27 .15%
o 27 39 51 63 76 g9 102 115128 141 | |
miz--> Dk @ it o o e o
Abundance
170
155 9.40 9.60 9.80 10.00
5000 m/z 152.10 18.25%
oL 1727 39 51 63 76 g9 102 115 128 141
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36219: Naphthalene, 1,4,6-trimethyl-
170 9.40 9.60 9.80 10.00
m/z 169.10 17.94%
5000 155
. 39 51 70 84 103115128 141 | ||
m/z--> 20 4 60 éo 100 150 140 1&0 180 ' 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 1-Isopropenylnaphthalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.02 6.08 ng 218924 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 83
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 74
3 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58
4 Diphenylmethane 168 C13H12 000101-81-5 43
5 3-Hydroxy-4-methoxybenzoic acid 168 C8H804 000645-08-9 38
Abundance Scan 738 (10.022 min): BF081362.D (-735) (-) m/z 168.10 100.00%
148
153
5000
A
63 74 83 115 139 9.80 10.00 10.20 10.40
0 2 %0 2 22 m/z 153.10  73.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
9.80 10.00 10.20 10.40
m/z 167.10 55.37%
o 27 3 51 08 74 o3 105115126 139 |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
9.80 10.00 10.20 10.40
5000 m/z 152.10 40.41%
104114 108 141
L L L S UL UL S UL L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34875: 1,1'-Biphenyl, 3-methyl-
168 9.80 10.00 10.20 10.40
m/z 165.10 36 .03%
5000
152
o 5 8P g0 M5 128130 | |
mz-> 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\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 9H-Fluorene, l-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.77 ng 82862 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluorene, 1l-methyl- 180 C14H12 001730-37-6 95
2 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 86
3 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 76
4 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 64
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 50

Abundance Scan 782 (10.525 min): BF081362.D (-781) (-) m/z 165.10 100.00%

165

5000
76 89 152
10.20 10.40 10.60 10.80
102 113 126 139 198
0 m/z 180.10 56.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42793: 9H-Fluorene, 1-methyl-
165 180
5000

10.20 10.40 10.60 10.80
m/z 167.10 30.16%

89
27 39 51 63 76 ¥ 105 115126 139 1% | MH\

T I L ‘I T ‘I T I ‘I T ‘I I T T I T T I T T ‘I T T I LI - T T I L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

165 180

10.20 10.40 10.60 10.80
5000 m/z 182.10 28.10%

89 152
27 39 51 63 76 99 115126 139

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42782: 9H-Fluorene, 3-methyl-

165 180 10.20 10.40 10.60 10.80
m/z 166.10 18.80%

5000

89
27 39 51 63 70 " g9 115196 139 197 | JH

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 Azuleno(2,l1-b)thiophene Concentration Rank 19

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

10.78 2.51 ng 74916 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 93
2 Dibenzothiophene 184 C12H8S 000132-65-0 91
3 Naphtho[2,3-b]Jthiophene 184 C12H8S 000268-77-9 91
4 Dibenzothiophene, 5-oxide 200 C12H80S 001013-23-6 53

5 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 52

Abundance Scan 804 (10.776 min): BF081362.D (-803) (-) m/z 184.10 100.00%
184
5000
139
10.40 10.60 10.80 11.00
4050 62 79 92100113 126 168 204
0 m/z 139.10 19.06%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45493: Azuleno(2,1-b)thiophene
184
5000 | BNLUNL LB L LB L L B
10.40 10.60 10.80 11.00
0
9 o 139 m/z 185.10  14.01%
o 45 63 | 102114126 | 7 169 |
I e e
miz--> 20 40 80 100 120 140 160 180 200
Abundance
184
10.40 10.60 10.80 11.00
5000 m/z 152.10 10.28%
139
ol 1828 39 51 69 79 92102113 126 . 152 169
R S S
miz--> 20 40 60 80 100 120 140 160 180 200 N\
Abundance #45494: Naphtho[2,3-b]thiophene T
184 10.40 10.60 10.80 11.00
m/z 186.10 7.64%
5000
139
79 92 152
0 3445 O3 7 10213126 | " 169
e T ==
miz--> 20 40 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF090115.M Thu Sep 03 13:43:16 2015 S
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.46 11.94 ng 356943 Phenanthrene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Undecanoic acid 186 C11H2202 000112-37-8 86
Abundance Scan 864 (11.462 min): BF081362.D (-862) (-) m/z 43.10 100.00%
43
5000 /\NL‘
3157171185 20073 07 256 1120 1140 11,60 1180
b fi m/z 60.00 92.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000
11.20 11.40 11.60 11.80
m/z 57.10 84.87%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 150 1éo 180 200 220 240 260
Abundance
60 73
23 129 200 '11.20 11.40 11.60 11.80
5000 157 m/z 73.00 82.43%
29 87 101 11°
101 43 97
0 185
m/z--> 25 Jo éo 85 160 150 1&0 1éo 1éo 200 220 250 2éo
Abundance #83683: Pentadecanoic acid  RREEEEE L e
43 60 73 11.20 11.40 11.60 11.80
m/z 55.10 76.94Y%
29
5000
129 242
01115 | 143 199
by s | sisrmass o | o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 17 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.24 4.78 ng 125655 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Undecanoic acid 186 C11H2202 000112-37-8 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 932 (12.239 min): BF081362.D (-930) (-) m/z 43.10 100.00%
5000 129
7 O B o = U
11| 1431571711100 20720 g4 12.00 12.20 12.40 12.60
Obrrrprrrr i m/z 57.05 86.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T8
5000 LS BRI BULELN BN B
2 12. 00 12. 20 12. 40 12. 60
m/z 73.00 84 .74%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
"' 12.00 12,20 12.40 12.60
5000 43 m/z 60.00 78.03%
85 129143
27 101115 157 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
78 12.00 12.20 12.40 12.60
43 m/z 55.10 74.02%
5
5000 129

185 228
13 1 ‘ 199713

1l m ﬁulfﬁS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12. 60

%

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.39 5.61 ng 147619 Chrysene-di12 13.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 90
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 87
5 11-Tricosene 322 C23H46 052078-56-5 87
Abundance Scan 1033 (13.394 min): BF081362.D (-1031) (-) m/z 57.10 100.00%
57
83
5000
111
l (139166 195 223 13.'00 13.'20 13.'40 13.|60 13.I8O
0..n,....“...,.”.,...w....,.”.,...w....,”.., m/z 43.10 90.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89783: 1-Octadecene
57
83
5000 AR B SRR N
29 111 anmnmmmmm
m/z 55.10 90.06%
ok .‘. | \H “ - l“.‘h:!-:?.gl“].-q8.].'9|6.2.2f1.2??. —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
13.00 13.20 13.40 13.60 13.80
5000 83 m/z 83.10 61.97%
111
0 139167 196 224 267292 321 462 490
m/z--> 55 160 1%0 260 250 300 350 460 4%0 '
Abundance #106398: 5-Eicosene, (E)- B B B R S
55 13.00 13.20 13.40 13.60 13.80
m/z 97.10 56.02%
83
5000
29 111
ol il L] I {1139167196223252280
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1,0 4(')0 4&1;0 ' 13. 00 13. 20 13. 40 13 60 13 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 19 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.37 4.12 ng 72242 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 91
2 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 87
3 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 86
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 74
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 1118 (14.365 min): BF081362.D (-1115) (-) m/z 69.10 100.00%

6o
5000
41
95 AR SR AR BN I
121 14.00 14.20 14.40 14.60
149 177 203

o...,-'.-1114'.'.,....,....,........,....,.. m/z 81.10 52.30%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69

s000] 4L R
14.00 14.20 14.40 14.60

m/z 41.10 30.48%

o/ “‘. ﬂ N h‘ ,;1.17 ‘“ ‘161 191 ?1.7. . I2I7il3 .299. . I34I11 :.36.7. . 4:!'0.
m/z--> 5|0 100 150 200 25|O 3CI)O 3é0 4CI)O
Abundance

69

4l 14100 14.20 14.40 14.60
5000 m/z 95.10 15.04%

95 123 149 147

ottt
m/z--> 50 100 150 200 250 300 350 400
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23... B e o e e S EEmEE
69 14.00 14.20 14.40 14.60
m/z 68.10 13.70%
5000
41
137
o 0 ;1] | 161 191 217 244 273 299 341 367 410
iy Al e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/I1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 20 unknownl5.59 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.59 2.34 ng 41051 Perylene-di12 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1-methyl-... 244 C18H28 029138-84-9 39
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 39
3 Naphthalene, 1,2,3,4-tetrahydro-... 258 C19H30 033425-49-9 39
4 Indan, 1l-methyl-3-nonyl- 258 C19H30 029138-85-0 39
5 Naphthalene, 1,2,3,4-tetrahydro-... 244 C18H28 029138-91-8 39
Abundance Scan 1225 (15.588 min): BF081362.D (-1221) (-) m/z 131.10 100.00%
131
5000
43 57
71 g5 105 145 15.20 15.40 15.60 15.80 16.00
OWMMH*'FHuﬁ%r#LTHHﬂTﬂﬂﬂM m/z 57.10 12.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84927: 1H-Indene, 2,3-dihydro-1-methyl-3-octyl-
131
5000 R B B RN
1520 15.40 15.60 15.80 16.00
m/z 132.10 12.21%
ol 15 2943 57 7790 115 | 145159 207 229244
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
131
15.20 15.40 15.60 15.80 16.00
5000 m/z 43.10 11.75%
o1 146
115
39 6377
ol 25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #93487: Naphthalene, 1,2,3,4-tetrahydro-1-nonyl- A ERmEa mEa S
131 15.20 15.40 15.60 15.80 16.00
m/z 105.10 9.16%
5000
ol 1522 B 57 77 ot Lo | 145159 258
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090215\
Data File : BF081362.D

Acq On : 2 Sep 2015 22:18

Operator : UM/1Z

Sample : G3474-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4.43 21.0 ng 488926 1 6.39 464889 20.0
unknown6.16 6.16 78.9 ng 1834090 1 6.39 464889 20.0
unknown6 .57 6.57 2.8 ng 65604 1 6.39 464889 20.0
Benzo[b]thiophene. .. 8.15 5.1 ng 168848 2 7.68 658490 20.0
Benzo[b]thiophene. .. 8.34 4.5 ng 148386 2 7.68 658490 20.0
Naphthalene, 1-me... 8.48 10.5 ng 345328 2 7.68 658490 20.0
Benzo[b]thiophene. .. 9.00 2.8 ng 99330 3 9.42 719647 20.0
Naphthalene, 1,3-... 9.08 3.4 ng 123825 3 9.42 719647 20.0
Naphthalene, 1,2-_.. 9.28 7.7 ng 275980 3 9.42 719647 20.0
Naphthalene, 1,6,... 9.74 3.9 ng 139405 3 9.42 719647 20.0
1-Isopropenylnaph... 10.02 6.1 ng 218924 3 9.42 719647 20.0
9H-Fluorene, 1-me... 10.53 2.8 ng 82862 4 10.88 598118 20.0
Azuleno(2,1-b)thi... 10.78 2.5 ng 74916 4 10.88 598118 20.0
n-Hexadecanoic acid 11.46 11.9 ng 356943 4 10.88 598118 20.0
Pentadecanoic acid 12.24 4.8 ng 125655 5 13.49 526239 20.0
1-Octadecene 13.39 5.6 ng 147619 5 13.49 526239 20.0
Squalene 14.37 4.1 ng 72242 6 14.80 350793 20.0
unknownl15.59 15.59 2.3 ng 41051 6 14.80 350793 20.0
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