LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\

Data File : BF085524.D

Acq On : 18 Mar 2016 7:-36

Operator : UM/SJ

3?22'6 i H1776-08 170TH-SB-06(0.5-3.5
ALS Vial : 44 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-BF031516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.087 241 245 249 rBvY 55684 94182 2.48% 0.260%
2 5.476 277 279 282 rBV 2529506 3481938 91.75% 9.610%
3 5.556 282 286 290 rvB 15293 48105 1.27% 0.133%
4 6.516 366 370 372 rVB 2924195 3795041 100.00% 10.474%
5 6.641 378 381 384 rBV 2948100 3457669 91.11% 9.543%
6 6.870 399 401 404 rBY 678954 764129 20.13% 2.109%
7 7.030 413 415 418 rBV 2760480 2736513 72.11% 7.552%
8 7.442 448 451 453 rBV 2283296 2359158 62.16% 6.511%
9 7.533 456 459 461 rBv 76744 131272 3.46% 0.362%
10 7.887 486 490 493 rBV3 34326 59902 1.58% 0.165%

11 8.162 511 514 516 rBV 1228591 1085133 28.59% 2.995%
12 9.236 605 608 611 rBVY 3095466 3586578 94.51% 9.899%
13 9.636 640 643 644 rBvV 882520 899699 23.71% 2.483%
14 9.853 660 662 664 rvVB 62435 72611 1.91% 0.200%
15 9.910 665 667 669 rvv 820732 1034261 27.25% 2.854%

16 10.322 701 703 704 rBvV 52582 50689 1.34% 0.140%
17 10.345 704 705 707 rVB 130845 112403 2.96% 0.310%
18 10.562 722 724 728 rBV 42739 80205 2.11% 0.221%

19 10.710 734 737 739 rBvV2 1757803 2391283 63.01% 6.600%
20 10.825 744 747 751 rVB 108659 182152 4._.80% 0.503%

21 11.008 761 763 768 rBvV2 23535 64537 1.70% 0.178%
22 11.270 783 786 787 rBV 93755 103395 2.72% 0.285%
23 11.293 787 788 792 rVB 42084 48269 1.27% 0.133%
24 11.396 795 797 801 rBv2 1085177 1204589 31.74% 3.325%
25 11.453 801 802 806 rvB2 36220 71183 1.88% 0.196%
26 11.625 814 817 821 rBv2 151220 165634 4_36% 0.457%
27 11.693 821 823 825 rvV 76846 61048 1.61% 0.168%
28 11.922 842 843 846 rvV 168259 214254 5.65% 0.591%
29 12.013 849 851 855 rvB2 43675 75939 2.00% 0.210%
30 12.105 855 859 860 rBvV 39874 56688 1.49% 0.156%
31 12.196 863 867 871 rVB3 31821 72785 1.92% 0.201%
32 12.448 886 889 891 rBvV 33788 40243 1.06% 0.111%
33 12.493 891 893 895 rVvB 28456 47721 1.26% 0.132%

34 12.608 901 903 906 rBV 302260 283004 7.46% 0.781%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\

Data File : BF085524.D

Acq On : 18 Mar 2016 7:-36

Operator : UM/SJ

3?22'6 i H1776-08 170TH-SB-06(0.5-3.5
ALS Vial : 44 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:\HPCHEM1I\BNA_F\METHODS\8270-BF031516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.711 910 912 915 rBV2 65610 87108 2.30% 0.240%

36 12.802 918 920 922 rBV 213142 278898 7.35% 0.770%
37 12.836 922 923 924 rVB 216468 150700 3.97% 0.416%
38 12.985 933 936 939 rvVB 3061500 2881291 75.92% 7.952%
39 13.168 948 952 953 rVB 27077 39002 1.03% 0.108%
40 13.511 980 982 984 rBV 151860 125743 3.31% 0.347%

41 13.671 992 996 998 rBV 36647 57649 1.52% 0.159%
42 13.785 1003 1006 1007 rVv2 29232 55670 1.47% 0.154%
43 13.876 1011 1014 1021 rVV3 235076 447711 11.80% 1.236%
44 14.036 1024 1028 1034 rVB2 810406 1188281 31.31% 3.280%
45 14.196 1040 1042 1045 rBV3 34497 39999 1.05% 0.110%

46 14.505 1067 1069 1072 rBV 58885 69498 1.83% 0.192%
47 14.779 1091 1093 1097 rBV2 70426 133569 3.52% 0.369%
48 15.054 1114 1117 1121 rBV 113596 230236 6.07% 0.635%
49 15.134 1122 1124 1125 rBVY 53744 52410 1.38% 0.145%
50 15.351 1140 1143 1146 rVB 60549 90928 2.40% 0.251%

51 15.408 1146 1148 1151 rVV 82383 107708 2.84% 0.297%
52 15.465 1151 1153 1163 rVB 483059 836668 22.05% 2.309%

53 15.911 1190 1192 1195 rBvV 30260 52203 1.38% 0.144%

54 16.882 1273 1277 1282 rVB2 32458 80720 2.13% 0.223%

55 16.974 1282 1285 1288 rVB3 19115 43769 1.15% 0.121%

56 17.305 1311 1314 1319 rVB 25119 58770 1.55% 0.162%

57 17.443 1323 1326 1331 rVV5 42443 104691 2.76% 0.289%

58 18.425 1409 1412 1421 rVB7 27115 87859 2.32% 0.242%
Sum of corrected areas: 36233293
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LSC Report - Inte

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

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

grated Chromatogram

BF031516.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 9

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

5.09 2.47 ng 94182 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (5.087 min): BF085524.D (-241) (-) m/z 43.10 100.00%
43
59
5000
101 A
51| 83 4.80 500 5.20 5.40
N A S m/z 59.10 60.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR L SR R
4.80 5.00 5.20 5.40
59 101 m/z 101.10 24.45%
s | s | s 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.05 15.09%
101
15 31 50 %% 69 86
meﬁwwwmwm
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 R Ry
509 4.80 5.00 5.20 5.40
m/z 41.10 9.24%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF031516.M Fri Mar 18 16:57:04 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Hexanoic acid, 2-ethyl- Concentration Rank 10

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

7.53 2.42 ng 131272 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Methyl 2,3,4-tri-O-methyl-6-deox... 220 C10H2005 072983-16-5 50
3 Dithiocarbamic acid, N,N-dimethy... 477 C13H12F9N3S3 1000268-72-7 42
4 Hexanamide, 6-(heptyloxy)- 229 C13H27NO2 055191-08-7 40
5 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 40

Abundance Scan 459 (7.533 min): BF085524.D (-456) (-) m/z 73.00 100.00%
<}
5000 /\—/\
41
\\“ 1ot '7' T ke Th
gl e 4L 288 10 82.75W
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #20007: Hexanoic acid, 2-ethyl-
73
\
5000 A A IR L L
41 7.20 7.40 7.60 7.80
101 m/z 41.10 33.78%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
88

7.20 7.40 7.60 7.80

5000 m/z 57.10 33.74%
45
119145 176
A e B o B e o e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166931: Dithiocarbamic acid, N,N-dimethyl-, (2,5-difluoro...
88 7.20 7.40 7.60 7.80
m/z 87.10 23.44%
5000
42
‘ ml 119 191220  2° 308 a77
T B e e e T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search

Z:\HPCHEMI\BNA_F\DATA\BF031716\
BF085524.D

18 Mar 2016 7:36

UM/SJ

H1776-08

44 Sample Multiplier: 1

Compound Report

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

5 Eicosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.34 2.17 ng 112403 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
Abundance Scan 705 (10.345 min): BF085524.D (-704) (-) m/z 57.10 100.00%

5000

g7
43

99 113127141155

10.00 10.20 10.40 10.60
m/z 43.10 69.09%

15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 lllllllllllllllll
85 10. OO 10. 20 10 40 10 60
29 m/z 71.10 58.45%
| L L %9113127141155169 282
T T T T I e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 R AERREEERERES
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 41.63%
29 9

113127141155169183197011 240

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

Abundance #64571: Pentadecane O e e

57 10.00 10.20 10.40 10.60

43 m/z 41.10 34 .05%
71
5000 85
29 99
15 | L b o 2T141155160183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10. 20 10 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.82 3.02 ng 182152 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eilcosane 282 C20H42 000112-95-8 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetratriacontane 479 C34H70 014167-59-0 86

Abundance Scan 747 (10.825 min): BF085524.D (-744) (-) m/z 57.10 100.00%

g7
71

5000

99 R R BN R
113127141155169183 10.60 10.80 11.00 11.20

m/z 71.10 71.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane
57
43
71
5000 85 LA L L L L L L LB
10. 60 10. 80 11. OO 11. 20
- 0 m/z 43.10 61.77%
| “ | | T 118127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 48.22%
85
29

99
113127141155169183197211225239253 282

wmwmmwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91036: Octadecane B B S LS
57 10.60 10.80 11.00 11.20
43 m/z 41.10 26.71%

5000 85

29 99
| ‘ I ‘ 1}3127141155169183197211225239254

Wl i
B R O o o R e RARRNRENEE RS aEa s e LI o e B e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 1-Pentadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.75 ng 165634 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanol 228 C15H320 000629-76-5 93
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 1-Tetradecanol 214 C14H300 000112-72-1 90
4 Chloroacetic acid, tridecyl ester 276 C15H29CI02 018277-85-5 90
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 90
Abundance Scan 817 (11.625 min): BF085524.D (-814) (-) m/z 55.05 100.00%
43 35 69
5000
""11:40 11.60 11.80 12.00
m/z 83.10 96.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75200: 1-Pentadecanol
43 55 g9 83
97
5000 LRI B UL SUMSULN U
29 11 nmnmnmnm
m/z 69.10 86.98%
8] | 4 ‘\ > o 154 168 192 210
m/z--> 25 45 100 120 110 160 180 260 250
Abundance
43 55
69 83 IR SURIL SO SURIUSN SN
11.40 11.60 11.80 12.00
5000 97 m/z 43.10 82.41%
29 111
125 140 154 168 182 196 224
m/z--> 25 45 éo 85 160 150 140 160 1éo 260 250
Abundance #65757: 1-Tetradecanol R B BRREE RS
43 55 ¢q 11.40 11.60 11.80 12.00
83 m/z 57.10 80.70%
97
5000 29
111
125
= 1015090 i
m/z--> 25 45 60 o 100 120 140 160 180 200 250 1120 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.92 3.56 ng 214254 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 45
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 44
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43

Abundance Scan 843 (11.922 min): BF085524.D (-842) (-) m/z 73.05 100.00%

e B
192

5000

11.60 11.80 12.00 12.20
m/z 43.10  91.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73

5000

11,60 11.80 12.00 12.20
m/z 60.05 80.61%

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

43

60 11.60 11.80 12.00 12.20
5000 & m/z 57.10 74 .06%

87 101115129143157171185199213227242256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50624: Phenanthrene, 3-methyl- R AR
192 11.60 11.80 12.00 12.20

m/z 41.10 70.50%

5000

96 165
26 3951 63 82 | 115 139152199177 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. 00 12. 20
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Library Sear

ch Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 9 Octadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.51 2.12 ng 125743 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 n-Butyl myristate 284 C18H3602 000110-36-1 58
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 46
5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N202 003229-75-2 35

Abundance Scan 982 (13.511 min): BF085524.D (-980) (-) m/z 56.05 100.00%
56
5000
73 129 /\ L
3 or 153 85, 24 267°%° 240 13.20 13.40 13.60 13.80
m/z 57.10 63.07%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 SR SRR BN SRR SRR
13.20 1340 13.60 13.80
29 1 13 129 - m/z  43.10  40.44%
97 267
— “: \I IHM \‘H‘ I\M\I \‘\I\ I\\hl —r ?‘57 - ]I-§I5 |2|13| szll . ‘: I\‘I |3:|I-1| |34i.0|
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 41.10 35.74%
229
73 211
129
185 284
39 101 157 255 ‘A’W/N\v_~v¢~_AJWN,x_,\,j\\VJ
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid R R ma AR
57 13.20 13.40 13.60 13.80
m/z 73.00 32.47%
5000
30 84 129
101
..|..“|'.“. ..!.... ] . t—
m/z--> 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.88 7.54 ng 447711 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 93
2 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 87
3 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 81
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 81
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 81
Abundance Scan 1014 (13.876 min): BF085524.D (-1011) (-) m/z 57.10 100.00%
57 83

5000

:

13.60 13.80 14.00 14.20
m/z 43.10 92.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

3

13.I60 13.I8O 14.IOO 14!20
m/z 83.10 90.39%

5000

29

1261401541681827 210 238252066

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

295

43 57

:

13.60 13.80 14.00 14.20

5000 3397 m/z 69.10 86.70%

111
126140154168183 210224 252
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester T
43 13.60 13.80 14.00 14.20

57 m/z 55.10 85.71%

%

5000

111

:

126140154169
S RRRRRR R R R REE mam S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Tetradecanamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.78 3.19 ng 133569 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 78
2 9-Octadecenamide, (Z2)- 281 C18H35N0 000301-02-0 72
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 49

Abundance Scan 1093 (14.779 min): BF085524.D (-1091) (-) m/z 59.10 100.00%

59

5000

8397114 '|""|""|""|""{\"
128142156170 187 5gp 219 14.40 14.60 14.80 15.00

245 202 281 m/z 72.10  74.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74437: Tetradecanamide
59
5000 -|------------|--{\-'\|--
14.40 14.60 14.80 15.00
41 m/z 55.10 50.92%
27 || ||| 861001141281 45156170184108 227
T T e R e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R o R S EREE
14.40 14.60 14.80 15.00
5000 m/z 43.10 30.59%
41

140154168 184198 222 238

m@mﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... A REams Rmma s
14.40 14.60 14.80 15.00

m/z 41.10 29.22%

264 281

E

5000

I3

3 91 111125141155170 196 212 229
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031716\
Data File : BF085524.D

Acq On : 18 Mar 2016 7:-36

Operator : UM/SJ

Sample : H1776-08

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031516.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... 5.09 2.5 ng 94182 1 6.87 764129 20.0
Hexanoic acid, 2-... 7.53 2.4 ng 131272 2 8.16 1085130 20.0
Eicosane 10.34 2.2 ng 112403 3 9.91 1034260 20.0
Hexadecane 10.82 3.0 ng 182152 4 11.40 1204590 20.0
1-Pentadecanol 11.62 2.8 ng 165634 4 11.40 1204590 20.0
Pentadecanoic acid 11.92 3.6 ng 214254 4 11.40 1204590 20.0
Octadecanoic acid... 13.51 2.1 ng 125743 5 14.04 1188280 20.0
Dichloroacetic ac... 13.88 7.5 ng 447711 5 14.04 1188280 20.0
Tetradecanamide 14.78 3.2 ng 133569 6 15.48 836668 20.0

8270-BF031516.M Fri Mar 18 16:57:17 2016 Page: 13



