LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On > 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 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-BF121417.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 4.980 489 492 501 rBV 39360 80319 6.37% 0.558%
2 5.410 562 565 597 rBV 245105 712241 56.52% 4.951%
3 6.439 736 740 756 rBV 294266 745768 59.18% 5.184%
4 6.551 756 759 774 rVB 542362 837776 66.48% 5.824%
5 6.769 793 796 807 rBV 925397 942779 74.82% 6.554%
6 6.927 819 823 837 rBV 503633 595143 47.23% 4_.137%
7 7.351 892 895 915 rBV 256920 513373 40.74% 3.569%
8 8.051 1011 1014 1034 rVB 1093522 1260145 100.00% 8.760%
9 9.121 1193 1196 1205 rBV 737294 773342 61.37% 5.376%
10 9.192 1205 1208 1212 rVB 29187 29032 2.30% 0.202%
11 9.533 1263 1266 1271 rVB 47083 48766 3.87% 0.339%
12 9.721 1295 1298 1302 rVB 45748 39889 3.17% 0.277%
13 9.774 1302 1307 1309 rBV3 14621 23459 1.86% 0.163%
14 9.809 1309 1313 1317 rBv 1080189 1109176 88.02% 7.710%
15 10.033 1348 1351 1356 rvB2 16781 23337 1.85% 0.162%
16 10.215 1379 1382 1385 rVB 52744 44431 3.53% 0.309%
17 10.368 1406 1408 1414 rVB 25886 24680 1.96% 0.172%
18 10.433 1414 1419 1425 rBVv4 17761 32773 2.60% 0.228%
19 10.521 1432 1434 1438 rBvV3 12779 12624 1.00% 0.088%
20 10.615 1446 1450 1460 rBV 211813 275514 21.86% 1.915%
21 10.692 1460 1463 1467 rVB 44035 46973 3.73% 0.327%
22 11.139 1536 1539 1541 rBV 32763 32196 2.55% 0.224%
23 11.204 1548 1550 1555 rVB 17518 16802 1.33% 0.117%

24 11.304 1563 1567 1569 rBV 927442 888241 70.49% 6.175%
25 11.327 1569 1571 1577 rVV 315599 312032 24.76% 2.169%

26 11.386 1578 1581 1589 rVB 56201 72615 5.76% 0.505%
27 11.562 1608 1611 1614 rBV2 45174 39465 3.13% 0.274%
28 11.668 1626 1629 1635 rVB 135796 105238 8.35% 0.732%
29 11.809 1650 1653 1655 rBV 50392 50813 4._.03% 0.353%
30 11.839 1655 1658 1663 rVV 54513 62594 4._.97% 0.435%
31 11.892 1664 1667 1669 rVvV 17380 19039 1.51% 0.132%
32 11.921 1669 1672 1673 rVV 59734 57443 4._56% 0.399%
33 11.939 1673 1675 1678 rVVv2 63742 68186 5.41% 0.474%
34 11.968 1678 1680 1685 rVB 24040 23146 1.84% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On > 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 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:\HPCHEMI\BNA F\METHODS\8270-BF121417 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.098 1700 1702 1705 rBV 21948 20463 1.62% 0.142%
36 12.168 1711 1714 1719 rVB3 21962 24067 1.91% 0.167%
37 12.251 1725 1728 1731 rBV 16365 13975 1.11% 0.097%
38 12.309 1735 1738 1742 rVB6 9579 13302 1.06% 0.092%

39 12.351 1742 1745 1747 rBV2 244229 234027 18.57% 1.627%
40 12.374 1747 1749 1752 rVB 239787 182049 14.45% 1.265%

41 12.456 1758 1763 1769 rBV3 50414 62974 5.00% 0.438%
42 12.521 1771 1774 1783 rVV 345910 360768 28.63% 2.508%
43 12.598 1784 1787 1789 rVv4 50079 49441 3.92% 0.344%
44 12.621 1789 1791 1796 rVV3 26052 33911 2.69% 0.236%
45 12.680 1797 1801 1807 rVV5 23075 49465 3.93% 0.344%
46 12.733 1807 1810 1811 rVVv2 75686 67443 5.35% 0.469%
47 12.756 1811 1814 1819 rVV 346679 359458 28.53% 2.499%
48 12.803 1820 1822 1826 rVB3 22705 24982 1.98% 0.174%
49 12.880 1832 1835 1839 rBVY 533617 465691 36.96% 3.237%
50 13.086 1867 1870 1874 rVB 54279 54973 4_36% 0.382%
51 13.192 1884 1888 1895 rBV3 40890 68577 5.44% 0.477%
52 13.286 1901 1904 1906 rBV 38860 40493 3.21% 0.281%
53 13.315 1906 1909 1913 rVV2 24497 29407 2.33% 0.204%
54 13.427 1925 1928 1931 rBV3 28538 33656 2.67% 0.234%
55 13.621 1958 1961 1965 rBV2 31450 40428 3.21% 0.281%
56 13.727 1974 1979 1982 rBV2 51919 69447 5.51% 0.483%
57 13.756 1982 1984 1988 rVVv2 44457 46388 3.68% 0.322%
58 13.827 1994 1996 1999 rBV 26856 26353 2.09% 0.183%
59 13.892 2005 2007 2011 rVB 71639 62642 4._.97% 0.435%

60 13.956 2013 2018 2021 rBV2 851271 977861 77.60% 6.798%

61 13.980 2021 2022 2028 rVB 164069 169466 13.45% 1.178%

62 14.068 2034 2037 2041 rBV3 41697 49900 3.96% 0.347%
63 15.003 2192 2196 2199 rBV2 154117 223295 17.72% 1.552%
64 15.303 2245 2247 2252 rVB 69963 75410 5.98% 0.524%

65 15.427 2264 2268 2272 rBV 397032 535881 42.53% 3.725%

Sum of corrected areas: 14385543
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101898.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 unknown6.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.55 17.77 ng 837776 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 759 (6.551 min): BF101898.D (-756) (-) m/z 132.00 100.00%

132
5000

6.20 6.40 6.60 6.80
01 m/z 68.05 43.72%

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 BN AR NN

6.20 6.40 6.60 6.80
51 78 m/z 134.00 31.01%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.20 6.40 6.60 6.80

5000 m/z 66.00 29.12%
33 a4 o 97 105
78
0 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80

m/z 69.05 17.61%

5000
104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 3 Tridecanoic acid, methyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.67 2.37 ng 105238 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 1629 (11.668 min): BF101898.D (-1626) (-) m/z 74.00 100.00%
74
87
5000 43
T 129143 207 11,40 11.60 11.80 12.00
101 171185199 . . . .
0 ,....,....',.-.'. M B T | T IR A 210 w7z 87.00 67.90%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74
87 I
5000 43 L B B UL B
nmnmnmnm
7 43 m/z 43.05 36.47%
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 160 180 200 220 24'10 2('30 '
Abundance
74
87 S AR UL SN AR
11.40 11.60 11.80 12.00
5000 43 m/z 55.00 26.19%
29 57 143 270

101915129 | 157171185199,,52%7

ok 241955
T T T T T T T T [ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W,JWW

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R B B
74 11.40 11.60 11.80 12.00
m/z 41.00 24 .52%
87
5000 43
29 7 143 W"‘wa
ool 1 101115129157 171185190213227001 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 5.27 ng 234027 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 93
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 93
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 93
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 90
5 10-Octadecynoic acid, methyl ester 294 C19H3402 026543-36-2 81

Abundance Scan 1745 (12.351 min): BF101898.D (-1742) (-) m/z 67.00 100.00%

67

5000 b
AR b
135150165 191 12.00 12.20 12.40 12.60
ol m/z 81.05 83.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-

-

5000

12.IOO 12.I20 12.I40 12!60
0 m/z 55.00  66.24%

o 136151167182 200224 262 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
L
12.00 12.20 12.40 12.60
5000 82 m/z 41.05 63.58%
109
o 135150 178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R R
12.00 12.20 12.40 12.60
m/z 95.05 56.07%
5000
135150
o2 178 223 263779294
- IIIIIIIIIIIIIIIIIII

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 14-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.37 4.10 ng 182049 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 91
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 91
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
Abundance Scan 1748 (12.368 min): BF101898.D (-1747) (-) m/z 55.00 100.00%

74
5000
123 AR AR AR A

141 166181 222 264 304 12.00 12.20 12.40 12.60

o} m/z 69.05 65.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

:

5000

12.IOO 12.I20 12.I4O 12.I60
m/z 74.00  65.39%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41 74 12.00 12.20 12.40 12.60
5000 m/z 41.05 58.88%
97
264
RES 123138 166180 50722 245 | 279296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester R R R e e
12.00 12.20 12.40 12.60
m/z 83.05 58.62%
5000
0 296
L IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010418\
Data File : BF101898.D

Aca On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample : J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.30 2.81 ng 75410 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2246 (15.297 min): BF101898.D (-2245) (-) m/z 252.10 100.00%
252
5000
57 126 15.00 15.20 15.40 15.60
41 79 99 161 225 296 330 : : :
o 143 191209 273 355 n/z 250 .10 28 210
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.05 19.22%
ol 50 74 99 | 146 174 200 224 hH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252
15,00 15.20 15.40 15.60
5000 m/z 126.00 12 _.55%
126
0L39 57 74 100 149 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104229: Benz[e]acephenanthrylene T
252 15.00 15.20 15.40 15.60
m/z 125.10 11.26%
5000
126
0 63 83100 M 150 174 200 224
m/z--> b&)%mmmmmmmmmnmmmmmmmﬁﬁo' 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010418\
Data File : BF101898.D

Acq On : 4 Jan 2018 18:35

Operator : SJ/JU

Sample - J1033-05 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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]
unknown6 .55 6.55 17.8 ng 837776 1 6.77 942779 20.0
Tridecanoic acid,... 11.67 2.4 ng 105238 4 11.30 888241 20.0
9,12-Octadecadien... 12.35 5.3 ng 234027 4 11.30 888241 20.0
14-Octadecenoic a... 12.37 4.1 ng 182049 4 11.30 888241 20.0
Benzo[e]pyrene 15.30 2.8 ng 75410 6 15.43 535881 20.0
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