LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\

Data File : BF086195.D

Aca On 9 Apr 2016 3:53

Operator : UM/SJ

3?22'6 i H2346-02 AMBOY-SB-18(0.5-20.0
ALS Vial : 34 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-BF040216.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 4.898 244 246 261 rBV 276894 512613 18.41% 2.146%
2 5.333 281 284 286 rBVY 2343662 2656674 95.40% 11.120%
3 5.733 316 319 325 rVB 31652 48261 1.73% 0.202%
4 6.384 373 376 378 rBVY 2323137 2655921 95.37% 11.117%
5 6.499 384 386 389 rBVY 2639596 2472391 88.78% 10.349%
6 6.727 404 406 411 rBV 721419 639950 22.98% 2.679%
7 6.887 417 420 422 rBV 1909948 2204575 79.16% 9.228%
8 7.299 453 456 458 rBVY 1639703 1630124 58.54% 6.823%
9 8.007 516 518 521 rBV 582129 778095 27.94% 3.257%
10 9.093 610 613 615 rBY 2881215 2784801 100.00% 11.656%
11 9.482 646 647 650 rBV 209690 296933 10.66% 1.243%
12 9.699 664 666 668 rBV 57259 45357 1.63% 0.190%
13 9.767 669 672 674 rVB 681140 774722 27 .82% 3.243%
14 10.202 706 710 711 rBV 70200 78122 2.81% 0.327%
15 10.419 725 729 730 rBV 27437 38504 1.38% 0.161%
16 10.556 738 741 743 rBVY 1506980 1455120 52.25% 6.091%
17 10.670 749 751 755 rBV 81128 94361 3.39% 0.395%
18 11.116 788 790 791 rBV 46237 40270 1.45% 0.169%

19 11.242 799 801 804 rBV 624293 648818 23.30% 2.716%
20 11.779 846 848 853 rBv2 106600 121248 4 _35% 0.508%

21 12.568 914 917 922 rBV3 15598 39874 1.43% 0.167%
22 12.682 926 927 930 rVB2 22832 32096 1.15% 0.134%
23 12.831 937 940 942 rBV 2174684 1976532 70.98% 8.273%
24 13.059 958 960 962 rBV 31925 34281 1.23% 0.143%
25 13.402 988 990 992 rBV 35315 32466 1.17% 0.136%

26 13.734 1016 1019 1026 rBV 141096 242311 8.70% 1.014%
27 13.882 1029 1032 1034 rBV 686392 673006 24.17% 2.817%

28 14.042 1044 1046 1049 rBvV 28612 53195 1.91% 0.223%
29 14.351 1070 1073 1074 rBV 41733 53455 1.92% 0.224%
30 14.625 1095 1097 1103 rVVv2 67947 105504 3.79% 0.442%
31 14.705 1103 1104 1107 rVB 54902 53019 1.90% 0.222%
32 14.945 1123 1125 1127 rVB 46142 48249 1.73% 0.202%
33 15.277 1151 1154 1157 rBV 448932 541700 19.45% 2.267%
34 15.677 1187 1189 1192 rBV 20988 28634 1.03% 0.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 23891182
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086195.D
2500000 533
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1500000
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500000
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7.30

R B -
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

Abundance TIC: BF086195.D

2500000

2000000

1500000 10.56

1000000

8.01 9.77 11.24
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Abundance TIC: BF086195.D

2500000

2000000

1500000

1000000
13.88

500000

1418371 14.95

14.04 14.35 15.68

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00
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19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.90 16.02 ng 512613 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
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 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 246 (4.898 min): BF086195.D (-244) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

| 83.1 460 4.80 5.00 5.20
Y MY S s T2 U m/z 59.10 64.10%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 5.20
m/z 101.10 25.68%

31.0 83.0 101.0
o) YN M| A MU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R Eaaaa
570 460 4.80 500 520
5000 m/z 58.10 16.97%
20.0 101.0
ol 120 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 e Ea e A EAmas T
59.0 460 480 500 5.20

m/z 41.10 8.68%

5000 41.0 [k
0 I, 173.0 126.0 142.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.50 Concentration Rank 1

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

6.50 77.27 ng 2472390 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 386 (6.499 min): BF086195.D (-384) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 DR RS S LR
40.0 541 | 850 | 21 6.20 6.40 6.60 6.80
o TR N NP B N1 S | N m/z 68.10 39.14%
m/z--> 10 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 DR LR S R
6.20 6.40 6.60 6.80
2.0 510 m/z 134.10 32.47%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 660 6.80
5000 67.0 m/z 66.10 24.39%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e B me )
132.0 6.20 6.40 6.60 6.80
m/z 96.10 16.30%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040216.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Heptadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.20 2.02 ng 78122 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80

Abundance Scan 710 (10.202 min): BF086195.D (-706) (-) m/z 57.10 100.00%
57.1
5000 85.1
131 114 9.50 10,00 10.20 10140 1050
(o} : m/z 71.10 66.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57.0
85.0
5000
9.80 10.00 10.20 10.40 10.60
29.0 m/z 43.10 64 .42%
0 L (MO 1410 1690 197.0 240.0
m/z--> 20 Jo 60 éo 160 120 140 1éo 180 200 220 250
Abundance
57.0
9.80 10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 50.65%
29.0
0 113.0 1410 1690 198.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane e i B
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 27 .59%
5000 85.0
29.0
ol “ L4 10 40 1e90 2120
m/z--> 20 Jo éo éo 160 150 150 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 3.74 ng 121248 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecane, 1,2-dibromo- 326 C12H24Br2 055334-42-4 11
Abundance Scan 848 (11.779 min): BF086195.D (-846) (-) m/z 73.10 100.00%
73.1
43.1
5000
129.1
97.1 ‘v—y—v—v—v—Ay—v—v—v—v—Lﬁw—v—ﬁ—v—A—rﬁ
157.1 1852 2132 256.3 11.40 11.60 11.80 12.00
Ok i m/z 60.10 77.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0 K\
5000 L DA SRR IR IR B
nmumnmnm
129.0 m/z 43.10 74 .31%
256.0
m/z--> ﬁolllﬁb """ éo 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
1140 11.60 1180 12.00
5000 129.0 m/z 57.10 65.41%
970 199.0 242.0
157.0
o 1800
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e e o
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.10 59.79%
5000 129.0
185.0 228.0
e |
ob L \\ 0 YOI ... 2 AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.20 ng 242311 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

Abundance Scan 1019 (13.734 min): BF086195.D (-1016) (-) m/z 57.10 100.00%

57.1

83.1

5000

3

139.1 167.1 203.1 230.1 397.1 13.40 13.60 13.80 14.00

0 2811 m/z 43.10 77.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-

57.0

:

13.|40 13.|60 13.I80 14.IOO
111.0 m/z 83.10 74.00%

5000

29.0
o 139.0 168.0 196.0 227.0 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
R R EEEEE
69.0 13.40 13.60 13.80 14.00
5000 970 m/z 97.10 66.65%

1250 169.0195.0 204.0 252.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester LI B o e e
57.0 13.40 13.60 13.80 14.00
0
83.0 m/z 55.10 66.20%
h //\J\_J\‘/\A“‘
. 200 11l 139.0 1680 21002380 g3
e T T N e e RN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086195.D

Aca On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample : H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.63 3.90 ng 105504 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 80
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 49
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 47
4 Cvclopentvlisilane 100 C5H12Si 080249-74-7 30
5 Dodecanamide 199 C12H25N0 001120-16-7 30
Abundance Scan 1097 (14.625 min): BF086195.D (-1095) (-) m/z 59.10 100.00%
5000 A&q
95.1 126.1 HDALAA A SURAA SUN AR IV
154.1180.2206.2 235.1 263.2 320.2 14.40 14.60 14.80 15.00
o} m/z 72.10 75.06%
m/z--> 50 100 150 200 250 300
Abundance #106877: 9-Octadecenamide, (2)-
59.0
A
5000 R B B SURIUR SUM
14.40 14.60 14.80 15.00
‘ 126.0 m/z 55.10 54_.17%
- 281.0
ol—— .“‘ I‘H‘ ‘\‘M IM\‘IMM ‘l‘h.““. 115"\110 I18|4'|0?1|0'9 2|3§0| T T
m/z--> 50 100 150 200 250 300
Abundance
59.0
14,40 14.60 14.80 15.00
5000 m/z 43.10 32.36%
114.0
o 29.0 86.0 142.0 171.0
m/z--> 50 100 150 200 250 300 '
Abundance #127468: Pentadecanamide, 15-bromo- AR Baa T e
59.0 14.40 14.60 14.80 15.00
m/z 69.10 29.28%
- V”JL
240.0
0 29.0) || 86.0114.01420170.0 212.0 | 278.0 3210
m/z--> 50 100 150 200 250 300 ' 14,40 14.60 14.80 15.00

8270-BF040216.M Mon Apr 11 18:37:22 2016 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040816\
Data File : BF086195.D

Acq On > 9 Apr 2016 3:53

Operator : UM/SJ

Sample - H2346-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216.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 .90 16.0 ng 512613 1 6.73 639950 20.0
unknown6 .50 6.50 77.3 ng 2472390 1 6.73 639950 20.0
Heptadecane 10.20 2.0 ng 78122 3 9.77 774722 20.0
n-Hexadecanoic acid 11.78 3.7 ng 121248 4 11.24 648818 20.0
Ethanol, 2-(tetra... 13.73 7.2 ng 242311 5 13.88 673006 20.0
9-Octadecenamide, ... 14.63 3.9 ng 105504 6 15.28 541700 20.0
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