LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086686.D

Aca On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 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-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 heiaht area % max. total
1 4.887 242 245 250 rBV 20750 33649 2.45% 0.205%
2 5.321 280 283 285 rBV 727941 1049304 76.53% 6.388%
3 5.721 314 318 324 rBV7Y 5288 15769 1.15% 0.096%
4 6.373 373 375 382 rBVY 1219388 1199000 87.44% 7.299%
5 6.498 384 386 389 rVV 1236272 1177408 85.87% 7.168%
6 6.556 389 391 395 rVB2 15604 34678 2.53% 0.211%
7 6.739 404 407 409 rBV 975797 1065709 77.72% 6.488%
8 6.887 418 420 423 rBV 941807 888959 64.83% 5.412%
9 7.139 439 442 451 rvB4 9340 26515 1.93% 0.161%
10 7.299 454 456 459 rvVv 707420 672644 49.06% 4 _.095%
11 7.344 459 460 463 rVvVv 38240 51433 3.75% 0.313%
12 7.390 463 464 469 rvB2 11673 19492 1.42% 0.119%
13 7.539 476 477 480 rVB 10183 14351 1.05% 0.087%
14 7.767 494 497 501 rBv4 8644 21211 1.55% 0.129%
15 8.019 517 519 522 rBVY 1272154 1371184 100.00% 8.348%
16 8.327 542 546 549 rBV5 7614 24115 1.76% 0.147%
17 8.453 555 557 562 rVB 21210 32654 2.38% 0.199%
18 8.624 570 572 574 rBV 46602 40952 2.99% 0.249%
19 8.853 589 592 595 rVB5 9655 20521 1.50% 0.125%
20 8.910 595 597 600 rBV3 8189 19053 1.39% 0.116%
21 9.059 605 610 611 rBV2 20084 38302 2.79% 0.233%
22 9.104 611 614 616 rBV 845479 1103587 80.48% 6.719%
23 9.184 619 621 623 rBV 47012 57870 4.22% 0.352%
24 9.253 623 627 634 rVB5 16809 40739 2.97% 0.248%
25 9.356 634 636 639 rBV2 7224 16782 1.22% 0.102%
26 9.459 639 645 646 rBV5 11523 33582 2.45% 0.204%
27 9.493 646 648 650 rBV 113977 148618 10.84% 0.905%
28 9.642 659 661 663 rBvV2 7426 14636 1.07% 0.089%
29 9.687 663 665 666 rBvV2 16615 14904 1.09% 0.091%
30 9.722 666 668 670 rBV 71605 76016 5.54% 0.463%
31 9.779 670 673 675 rBY 1002696 1346143 98.17% 8.195%
32 9.950 685 688 689 rBV2 15517 29629 2.16% 0.180%
33 10.042 694 696 698 rvv2 23259 26140 1.91% 0.159%

34 10.213 709 711 715 rBV 107680 101830 7.43% 0.620%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086686.D

Aca On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF050416 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.430 727 730 733 rBvV 54300 94655 6.90% 0.576%
36 10.487 733 735 736 rVB 13087 14691 1.07% 0.089%
37 10.556 739 741 744 rBV 588627 606524 44.23% 3.692%
38 10.693 751 753 756 rBvV 106557 198835 14.50% 1.210%
39 10.807 761 763 767 rVB3 11110 17719 1.29% 0.108%
40 10.887 767 770 771 rBV2 15474 30425 2.22% 0.185%
41 11.139 790 792 793 rBvV 56943 70122 5.11% 0.427%
42 11.162 793 794 796 rVB 73679 68083 4_.97% 0.414%
43 11.253 800 802 804 rBY 1159089 1097229 80.02% 6.680%
44 11.562 827 829 830 rvB 47632 39872 2.91% 0.243%
45 11.756 841 846 847 rBV3 23045 58914 4_.30% 0.359%
46 11.790 847 849 853 rvv3 81020 135925 9.91% 0.827%
47 11.859 853 855 860 rvv4 30825 70633 5.15% 0.430%
48 11.962 863 864 868 rvB 28691 47438 3.46% 0.289%
49 12.305 892 894 895 rBvVY 21902 23313 1.70% 0.142%
50 12.465 906 908 909 rBvV 70347 89646 6.54% 0.546%
51 12.499 909 911 914 rvv3 23593 55913 4.08% 0.340%
52 12.682 925 927 929 rBvVY 60344 87100 6.35% 0.530%
53 12.831 938 940 943 rBvVY 507654 712714 51.98% 4 .339%
54 13.882 1029 1032 1037 rBvV 941930 1082934 78.98% 6.593%
55 15.276 1152 1154 1159 rVB 686204 995997 72.64% 6.064%

Sum of corrected areas: 16426061
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF050416\

BF086686 .D

4 May 2016 19:42

UM/SsJ

H2715-01 5X

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086686.D

Aca On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 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 unknown6.50 Concentration Rank 1

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

6.50 44_.19 ng 1177410 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 386 (6.498 min): BF086686.D (-384) (-) m/z 132.00 100.00%
130.0
5000 68.1
400 %6.1 J 6.20 6.40 6.60 6.80
01 O L m/z 68.10 49 .85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000
6.20 6.40 6.60 6.80
70.0 m/z 66.10 34 .95Y%
310 519
0 '"I'J'Wl'u'I“”'JI“"”I'}}gp"“I""I""I"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 6.20 6.40 6.60 6.80
5000 9go 1160 m/z 134.00 32.14%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.10 21.05%
5000
15.0 " 3?9 I 6:7\\\0 7§'O I 10ﬁ.0 |
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo an aho a%o a%o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086686.D

Aca On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.69 7.25 ng 198835 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 91
3 Tridecane 184 C13H28 000629-50-5 87
4 Heptadecane 240 C17H36 000629-78-7 86
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 86
Abundance Scan 753 (10.693 min): BF086686.D (-751) (-) m/z 57.10 100.00%
57.1
5000
85.1
113.2 10.40 10.60 10.80 11.00
Olrrrprrrihrdl el AL 82 3228 Tm/z 43.10 69.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 LRI BRI UL S SULRA
85.0 mmmmmmnm
29.0 m/z 71.10 55.14%
0 L 4113014101690 282.0
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
110,40 10,60 10.80 11.00
5000 85.0 m/z 41.10 31.34Y%
28.0
o 113.0 155.0 183.0 310.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane LI L L L L L
57.0 10.40 10.60 10.80 11.00
m/z 85.10 30.09%
5000
85.0
29.0
0 \LLLJﬂ%mm 184.0
m/z--> 2b&eb%mmmmmmmmmnmm%mmﬁmh' mmmmmmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050416\
Data File : BF086686.D

Aca On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 4 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.79 4.96 ng 135925 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 62
2 Undecanoic acid 186 C11H2202 000112-37-8 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 n-Capric acid isopropyvl ester 214 C13H2602 002311-59-3 43
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 849 (11.790 min): BF086686.D (-847) (-) m/z 43.10 100.00%
431
il MM/\/\M
5000
85.1 129.1 192.1 AR B SURBLER B B
1111 157.1 213.2 11.40 11.60 11.80 12.00 12.20
0 m/z 41.10 79.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65562: Tridecanoic acid
430 | 730
5000 LR SRR SRR B B
nmnmnmnmnm
1290 1710 214.0 m/z 59.95  72.41%
97.0 :
0 ...,.L. W 1 .Nﬂ... - 1520 | TRC1 Ao N
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
a10 900 A nan
11.40 11)60 11)80 12!00 12!20
5000 m/z 55.10 69.31%
870 129.0
16.0 111 0 157.0 186.0
O e e o
m/z--> ﬁo Jo éo 85 160 120 140 160 180 260 250
Abundance #56046: Dodecanoic acid e EREEE S
60.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 73.05 67.57%
5000 129.0
85.0 157.0
200.0
oL ??‘.b \ i H h‘\ MHH b 2830
m/z--> 0 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050416\
Data File : BF086686.D

Acq On : 4 May 2016 19:42

Operator : UM/SJ

Sample : H2715-01 5X

Misc :

ALS Vial : 8 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]
unknown6 .50 6.50 44_.2 ng 1177410 1 6.74 1065710 40.0
Eicosane 10.69 7.3 ng 198835 4 11.25 1097230 40.0
Tridecanoic acid 11.79 5.0 ng 135925 4 11.25 1097230 40.0
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