LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087592.D

Aca On : 31 May 2016 21:23

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 10 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-BF052316.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 4.764 276 278 287 rBV2 13391 62110 1.34% 0.185%
2 5.359 327 330 358 rBV 676138 2398322 51.91% 7.149%
3 7.016 473 475 480 rBV 548236 1370114 29.65% 4.084%
4 7.096 480 482 498 rVB 2327790 3986124 86.27% 11.882%
5 7.450 511 513 524 rBV 412577 820979 17.77% 2.447%
6 7.667 530 532 549 rVB 1497856 2799718 60.59% 8.345%
7 8.365 591 593 621 rBY 1513081 2726031 59.00% 8.126%
8 8.947 642 644 664 rVB2 61476 237499 5.14% 0.708%
9 9.199 664 666 672 rBV3 16606 68607 1.48% 0.204%
10 9.473 688 690 709 rVB 516017 1076045 23.29% 3.207%

11 11.245 842 845 863 rBV 2903030 4370293 94.58% 13.027%
12 12.296 935 937 953 rBV 770266 1176321 25.46% 3.506%
13 13.599 1048 1051 1074 rBV 1756910 3059690 66.22% 9.120%
14 14.708 1146 1148 1167 rBV 608296 1216300 26.32% 3.625%
15 16.800 1328 1331 1337 rBV 31276 62693 1.36% 0.187%

16 16.903 1337 1340 1342 rVV 383962 417037 9.03% 1.243%
17 17.005 1347 1349 1351 rVV 73375 79141 1.71% 0.236%
18 17.063 1351 1354 1364 rVV 3824518 4620508 100.00% 13.773%
19 17.828 1418 1421 1424 rBV 260726 265765 5.75% 0.792%

20 17.886 1424 1426 1427 rVV 46314 49183 1.06% 0.147%
21 18.137 1445 1448 1458 rVB3 14068 46710 1.01% 0.139%
22 18.308 1460 1463 1465 rBV 40598 49393 1.07% 0.147%
23 18.434 1471 1474 1490 rBV 469573 1159872 25.10% 3.457%
24 18.708 1495 1498 1500 rBV 59455 69305 1.50% 0.207%
25 19.086 1529 1531 1534 rVB 47930 52323 1.13% 0.156%
26 19.451 1561 1563 1566 rVB 58071 77004 1.67% 0.230%

27 19.806 1592 1594 1597 rBV 75771 109085 2.36% 0.325%
28 20.114 1619 1621 1635 rBV 340391 988120 21.39% 2.945%

29 20.491 1652 1654 1657 rBV 52094 65768 1.42% 0.196%
30 20.880 1685 1688 1694 rVB 38414 68708 1.49% 0.205%
Sum of corrected areas: 33548768
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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:\HPCHEM1I\BNA F\DATA\BF053116\

BF087592.D

31 May 2016 21:23

UM/SsJ

H3222-13

10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF087592.D

7.10

7.67

5.36 74
7.45

4.76

8.36

8.95

e

O——
Time-->

I T
7.00 7.50

I
8.00

I
2.00 2.50

T T
3.00 3.50

I I
4.00 4.50 5.00 5.50

T T
6.00 6.50

I
8.50 9.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

b2

TIC: BF087592.D

11.24

13.60

12.30
9.47

Time-->

14.50 15.00  15.50

9.50 10.00

1050 11.00 1150 12.00 12,50 13.00 13.50  14.00

16.00  16.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
6.

16.9(¢

drlh
o] S| VA NS

TIC: BF087592.D
17.06

18.43
17.83 20.11

M&?gg;&s&\}%?l 19.09 19.45 19.81 \ 20.49 20.88

Time-->

17.00

22.00 22,50 23.00

1750 18.00 1850 19.00 1950 20.00 20.50 21.00 21.50

23.50 24.00

8270-BF052316.M Wed Jun 01 17:54:32 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087592.D

Aca On : 31 May 2016 21:23

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown7.10 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.10 97.11 ng 3986120 1,4-Dichlorobenzene-d4 7.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 482 (7.096 min): BF087592.D (-480) (-) m/z 132.00 100.00%
68
5000
40 6 LRI L L L TT T T TT T T
|| 48 6% 87 | 104 e 6.80 7.00 720 740
o....,...!,'...:-" Al ':-.,....,....,.'...,....,...., - m/z 68.10 52.81%
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LI L L L L L L L LB LB
6.80 7.00 7.20 7.40
78 m/z 66.10 37.08%
31
38 44
o N il | PO N | S |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
o 6.80 7.00 7.20 7.40
5000 ’ m/z 134.00 32.59%
70
31
44 51 60 7 g6 105 116
R S R = ST
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T
132 6.80 7.00 7.20 7.40
m/z 69.10 22 .55%
5000
33 44 0 g7 105
60 78 ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087592.D

Aca On : 31 May 2016 21:23

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.90 7.19 ng 417037 Chrysene-di12 18.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Eicosanoic acid 312 C20H4002 000506-30-9 46
4 2-1sopropvl-3-vinvloxirane 112 C7H120 070777-23-0 38
5 cis-2,3-Epoxyoctane 128 C8H160 023024-54-6 38

Abundance Scan 1340 (16.903 min): BF087592.D (-1337) (-) m/z 56.10 100.00%
56
5000
73 N
129 239 257 UL SRS SR
3 o 185 213 16.60 16.80 17.00 17.20
o 1 el 312 | "m/z 57.10 60.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 T ---AA*--- LRS!
a1 73 257 mmmmﬂmﬂm
129 239 m/z 41.10 51.38%
oL ‘ H\ H‘ " mlg\ e A e ‘ 283 312
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 360
Abundance
56
16.60 16.80 17.00 17.20
5000 41 m/z 43.10 51.02%
73
. 971151 157 185 213 239257 Lo 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154906: Eicosanoic acid
16.60 16.80 17.00 17.20
m/z 55.10 37.33%
5000
97 129
. 185 543 241 269284 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087592.D

Aca On : 31 May 2016 21:23

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.83 4.58 ng 265765 Chrysene-di12 18.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 78
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 70
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 43
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 43

Abundance Scan 1421 (17.828 min): BF087592.D (-1418) (-) m/z 56.10 100.00%
56
5000
3 129 L B UL SULRLS SR
97 267285 17.60 17.80 18.00 18.20
3 185 241 . . . .
o m.ﬁf o Jer aor A 30 h/z 57.10  66.04%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000
285 340 17.60 17.80 18.00 18.20
73 . 267 m/z 43.10 55.25%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
17.60 17.80 18.00 18.20
5000 m/z 41.10 48 .72%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester = T
57 17.60 17.80 18.00 18.20
m/z 55.05 37.47%
5000
29 267285
83 129
o LT ey 185 g 2 | gy w0
m/z--> 50 100 150 200 250 300 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087592.D

Aca On : 31 May 2016 21:23

Operator : UM/SJ

Sample : H3222-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.81 2.21 ng 109085 Perylene-d12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1594 (19.806 min): BF087592.D (-1592) (-) m/z 57.05 100.00%
57
5000
99
1 141 103 19.40 19.60 19.80 20.00 20.20
-t m/z 43.05 75.73%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57
5000 R AR AR R
19. 40 19. 60 19. 80 20. oo 20 20
m/z 71.10 53.94%
ol 2 ‘h ‘Hd 141 183 225 281 323 379 421 463 506
m/z--> 6 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance
57
19.40 19.60 19.80 20.00 20.20
5000 m/z 85.10 39.17%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

O e T T T T [ T [T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57 19.40 19.60 19.80 20.00 20.20
m/z 41.05 27 .09%
5000

}f% 183 225 267 309 351 437

e N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 19. 40 19. 60 19. 80 20. 00 20 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053116\
Data File : BF087592.D

Acq On : 31 May 2016 21:23

Operator : UM/SJ

Sample - H3222-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .10 7.10 97.1 ng 3986120 1 7.45 820979 20.0
Hexadecanoic acid... 16.90 7.2 ng 417037 5 18.43 1159870 20.0
Octadecanoic acid... 17.83 4.6 ng 265765 5 18.43 1159870 20.0
Hexatriacontane 19.81 2.2 ng 109085 6 20.11 988120 20.0
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