LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\

Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

3?22'6 i 12744-03 SB-9(11-13)20170418
ALS Vial : 5 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-BF041717 .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 3.919 333 337 344 rBV 427784 476551 14.88% 1.635%
2 4.319 401 405 419 rBV 2689648 2538758 79.30% 8.710%
3 4.701 466 470 474 rBV 30422 32337 1.01% 0.111%
4 5.389 582 587 598 rBVY 2419473 2723391 85.06% 9.343%
5 5.519 604 609 612 rBY 2827780 2742940 85.67% 9.410%
6 5.766 647 651 654 rBV 773968 696912 21.77% 2.391%
7 5.942 676 681 684 rBY 2304376 2123918 66.34% 7.286%
8 5.978 684 687 692 rVB 40111 49587 1.55% 0.170%
9 6.413 755 761 764 rBVY 1727709 1668692 52.12% 5.725%
10 6.583 783 790 795 rBV 47315 59565 1.86% 0.204%
11 7.254 896 904 907 rBV 986760 966313 30.18% 3.315%
12 7.283 907 909 911 rVB 63064 49566 1.55% 0.170%
13 8.125 1049 1052 1056 rvB2 51301 52041 1.63% 0.179%
14 8.201 1060 1065 1070 rvv4 37012 80829 2.52% 0.277%

15 8.583 1125 1130 1133 rVB 2964284 3101412 96.87% 10.640%

16 9.077 1205 1214 1218 rBV 906159 891697 27.85% 3.059%
17 9.389 1262 1267 1273 rVB2 1057310 1056178 32.99% 3.623%

18 9.989 1366 1369 1373 rBvV2 59751 63374 1.98% 0.217%
19 10.066 1379 1382 1388 rVB 218995 211661 6.61% 0.726%
20 10.260 1409 1415 1418 rBV2 21719 35194 1.10% 0.121%
21 10.366 1428 1433 1438 rBV 1740931 1813135 56.63% 6.220%
22 10.571 1464 1468 1470 rBV 100579 95537 2.98% 0.328%
23 10.671 1481 1485 1489 rBv4 23549 35244 1.10% 0.121%
24 11.124 1558 1562 1565 rBV 62712 57717 1.80% 0.198%

25 11.213 1572 1577 1580 rBV 1071948 1100464 34.37% 3.775%

26 11.507 1622 1627 1633 rBV 76854 104736 3.27% 0.359%
27 11.560 1633 1636 1646 rvv2 136708 182234 5.69% 0.625%
28 11.754 1666 1669 1675 rBV2 167923 175753 5.49% 0.603%

29 11.924 1693 1698 1699 rBv4 41431 47421 1.48% 0.163%
30 11.948 1699 1702 1705 rVB2 79391 71922 2.25% 0.247%
31 11.989 1705 1709 1712 rBV 59090 64684 2.02% 0.222%
32 12.024 1712 1715 1717 rBV3 75042 87820 2.74% 0.301%
33 12.083 1722 1725 1730 rVB2 77311 91964 2.87% 0.315%
34 12.148 1730 1736 1738 rBV5 39858 79198 2.47% 0.272%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 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-BF041717_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.171 1738 1740 1743 rVB2 35041 38272 1.20% 0.131%
36 12.236 1749 1751 1753 rBV 59634 56554 1.77% 0.194%
37 12.289 1758 1760 1766 rVB 50111 52747 1.65% 0.181%
38 13.189 1907 1913 1917 rBV 2712854 3201635 100.00% 10.984%
39 13.948 2039 2042 2047 rVB3 36727 39339 1.23% 0.135%

40 14.354 2106 2111 2120 rBV2 112829 183999 5.75% 0.631%

41 14.459 2124 2129 2135 rVB 949114 1079344 33.71% 3.703%
42 15.571 2314 2318 2323 rVB 41837 47573 1.49% 0.163%
43 16.083 2400 2405 2410 rBV 693698 820684 25.63% 2.815%

Sum of corrected areas: 29148892
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF094539.D
4.32

2500000 5.39
5.94

2000000
6.41

1500000

1000000 7.25

500000 3.92

4.70 Eng 6.58 .28

oM L

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BF094539.D
8|58

2500000

2000000
10.37
1500000
9.39 11.21
1000000 9.08

500000

10.07

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF094539.D

2500000
2000000
1500000

1000000 14.46
16.08

500000

1305 143 15.57
-

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.92 13.68 ng 476551 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 337 (3.919 min): BF094539.D (-333) (-) m/z 43.00 100.00%
a3
59
5000
T S50 3k 400 420
83 : : : :
...,....,....,....',':...‘?.1.':!,...‘?,9....,.'...,....-,|....,....,....,....,...., m/z 59.10 59.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methy!-
43
5000 L L L LI R
59 360 3.80 4.00 420
m/z 101.10 21.65%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 3.80 4.00 420
5000 M m/z 58.00 15.75%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R e ma s
59 3.60 3.80 4.00 4.20
31 m/z 41.05 9.30%
5000 41
73
1\5 ‘ I 51 ‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown5.52 Concentration Rank 1

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

5.52 78.72 ng 2742940 1,4-Dichlorobenzene-d4 5.77
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 609 (5.519 min): BF094539.D (-604) (-) m/z 132.00 100.00%
5000 68
40 6 520 540 560 580
54 75 104 . : :
o N I - A VA1 Ml E S N m/z 68.10 38.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 A R I U L
5.20 5.40 5.60 5.80
78 m/z 134.00 33.40%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 22.59%
41 97
53 2 117
34 60 89 105 124
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R e Eamay
132 5.20 5.40 5.60 5.80

m/z 69.10 14 .68%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.07 4.01ng 211661  Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Phenol, 4-(1.1.3.3-tetramethylbu... 206 C14H220 000140-66-9 72

2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18Cl1202 1000307-66-4 59

4 1-Adamantanecarboxvlic acid. 3.5... 284 C19H2402 1000307-66-1 59
5 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 50
Abundance Scan 1383 (10.072 min): BF094539.D (-1379) (-) m/z 135.05 100.00%
135
5000
107 —— e e
4157 . o1 14 9.80 10.00 10.20 10.40
206
et e ek e oA 20 e M2 107.10  13.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 |||||||||||||||/|M|J\||||
9.80 10.00 10.20 10.40
m/z 154 .05 10.44%
57 107
18 417 75017 175 206
”w””“”w””“”w””““ L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
9.80 10.00 10.20 10.40
5000 m/z 136.10 9.46%
g1 107
41 57 74 91 161 188206 231247 281 300
TWFWWWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este A mm i e
135 9.80 10.00 10.20 10.40

m/z 41.10 8.63%

5000

79
55 | | 107 1(‘33

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9. 80 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.56 3.31 ng 182234 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 98
2 Pentafluoropropionic acid. tride... 346 C1l6H27F502 959261-22-4 93
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 91

Abundance Scan 1636 (11.560 min): BF094539.D (-1633) (-) m/z 55.10 100.00%

56 83

5000

11.20 11.40 11.60 11.80

140
m/z 83.10 90.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58279: Cyclotetradecane
55

5000
11.20 11.40 11.60 11.80

m/z 69.05 89.39%

168 196

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 M) Mo Lo
97 11.20 11.40 11.60 11.80
5000 m/z 43.05 86.69%
119
2f 137194 182 50, 207 328

mﬂm@mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107662: n-Heptadecanol-1 B RS L
5 83 11.20 11.40 11.60 11.80

m/z 57.05 84 .80%

5000

139 168 104210 238
e AUAAAEN - st

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Clorophene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.75 3.19 ng 175753 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Clorophene 218 C13H11icCIlO 000120-32-1 99
2 Benzene. 1-(chloromethvl)-3-phen... 218 C13H11CIO 053874-66-1 50
3 3-Phenoxvbenzvl chloride 218 C13H1i1CIO 1000353-82-2 50
4 Benzofurol3.2-dlpvrimidine. 4-ch... 218 C11H7CIN20 039786-40-8 46
5 6-Methoxy-2-naphthonitrile 183 C12H9NO 067886-70-8 46

Abundance Scan 1668 (11.748 min): BF094539.D (-1666) (-) m/z 140.00 100.00%
140 183
5000
11.40 1160 11.80 12.00
m/z 218.10 93.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75680: Clorophene
140 183 e
5000 165 A A SR SN
112 152 11.40 11.60 11.80 12.00
51 7 91 ‘ m/z 183.10 92.78%
...|.2.7..3‘|9..“k‘.|“ ‘H‘l‘..“‘..l‘...‘“.lu‘l. \‘ “H IH‘ Ml..].-glguuu‘.“l‘..
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
51 183
218 DU LA UL IR B
77 11.40 11.60 11.80 12.00
5000 39 o | 8 m/z 165.10 54.51%
27 115128, 153 168
14 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75681: 3-Phenoxybenzyl chloride i ma
183 218 11.40 11.60 11.80 12.00
m/z 77.00 53.09%
5000
77 89 168
3 %18 | aels1a B I
m/z--> 20 Jo éo 80 100 150 140 160 180 200 250 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF042017\
Data File : BF094539.D

Aca On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.35 3.41 ng 183999 Chrysene-di12 14 .46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 2110 (14.348 min): BF094539.D (-2106) (-) m/z 55.05 100.00%
5000 4 11
1bs 149 14.00 14.20 14.40 1460
m/z 83.00 98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55 83
4
5000
14.00 14.20 14.40 14.60
m/z 57.05 86.05%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
83 14.00 14.20 14.40 1460
5000 m/z 43.05 82.35%
111
139154 266
wmwwwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)- A e
55 14. oo 14. 20 14. 40 14. 60

m/z 69.05 76.31%

83
4
5000
26 A 126 153168 196 223 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14. 40 14.60

8270-BF041717.M Fri Apr 21 05:49:51 2017 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF042017\
Data File : BF094539.D

Acq On : 20 Apr 2017 12:42

Operator : SJ/MA

Sample : 12744-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
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]
2-Pentanone, 4-hy... 3.92 13.7 ng 476551 1 5.77 696912 20.0
unknown5 .52 5.52 78.7 ng 2742940 1 5.77 696912 20.0
Phenol, 4-(1,1,3,... 10.07 4.0 ng 211661 3 9.39 1056180 20.0
Cyclotetradecane 11.56 3.3 ng 182234 4 11.21 1100460 20.0
Clorophene 11.75 3.2 ng 175753 4 11.21 1100460 20.0
1-Heneicosanol 14.35 3.4 ng 183999 5 14.46 1079340 20.0
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