LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091417\

Data File : BF098554.D

Aca On : 15 Sep 2017 3:32 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15216-01 10X ER ey T

ALS Vial : 24 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-BF091117.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 4.816 461 464 475 rBV 28997 45844 3.53% 0.362%
2 5.275 539 542 557 rBV 191405 355837 27.39% 2.811%
3 6.316 716 719 735 rBV 192048 381420 29.35% 3.013%
4 6.428 735 738 746 rVB 353840 399866 30.77% 3.159%
5 6.645 771 775 787 rVB 1183322 978927 75.34% 7.733%
6 6.798 798 801 806 rBV 325219 299650 23.06% 2.367%
7 7.216 865 872 885 rBV 222961 243896 18.77% 1.927%
8 7.934 990 994 997 rBVY 1421266 1282623 98.71% 10.133%
9 9.004 1173 1176 1186 rVB 572628 444731 34.23% 3.513%
10 9.404 1242 1244 1248 rVB 47115 38552 2.97% 0.305%
11 9.545 1265 1268 1271 rBV 24154 22016 1.69% 0.174%
12 9.680 1287 1291 1295 rBVvV2 1543003 1299373 100.00% 10.265%
13 10.116 1362 1365 1367 rBvV 18321 16465 1.27% 0.130%
14 10.227 1381 1384 1391 rVB3 17333 21750 1.67% 0.172%
15 10.469 1422 1425 1432 rBvV 187738 177443 13.66% 1.402%
16 10.586 1442 1445 1452 rBvV 39815 53926 4.15% 0.426%
17 11.033 1518 1521 1523 rBvV 35102 31812 2.45% 0.251%
18 11.063 1523 1526 1530 rvB2 28222 29974 2.31% 0.237%
19 11.163 1539 1543 1546 rBVY 1316107 1150034 88.51% 9.085%
20 11.186 1546 1547 1550 rvVv 133236 74800 5.76% 0.591%
21 11.239 1554 1556 1559 rVB 32846 25140 1.93% 0.199%
22 11.404 1579 1584 1589 rBV5 15187 25918 1.99% 0.205%
23 11.457 1591 1593 1596 rVvVv 34188 25043 1.93% 0.198%
24 11.563 1607 1611 1614 rBV 244968 218704 16.83% 1.728%
25 11.663 1623 1628 1631 rBV2 27372 31061 2.39% 0.245%
26 11.692 1631 1633 1636 rVB 29806 24556 1.89% 0.194%
27 11.774 1644 1647 1649 rBV 37850 36350 2.80% 0.287%
28 11.798 1649 1651 1655 rVB3 22462 23711 1.82% 0.187%
29 11.863 1659 1662 1665 rBV 29622 24960 1.92% 0.197%
30 11.957 1676 1678 1683 rBvV4 14440 16708 1.29% 0.132%
31 12.139 1706 1709 1711 rBV3 11527 15265 1.17% 0.121%
32 12.210 1719 1721 1723 rBV 29286 21981 1.69% 0.174%

33 12.245 1723 1727 1728 rVV 952906 843243 64.90% 6.662%
34 12.263 1728 1730 1740 rVvV 978502 878519 67.61% 6.940%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.351 1742 1745 1747 rVV 179014 157500 12.12% 1.244%

36 12.369 1747 1748 1754 rVB 148197 122608 9.44% 0.969%

37 12.521 1772 1774 1778 rBV5 15734 19397 1.49% 0.153%
38 12.598 1782 1787 1790 rBV 164185 187471 14.43% 1.481%
39 12.621 1790 1791 1794 rVB2 34401 23327 1.80% 0.184%

40 12.745 1808 1812 1818 rVB 367731 355893 27.39% 2.812%

41 12.927 1837 1843 1848 rBV2 52778 114477 8.81% 0.904%

42 12.980 1850 1852 1853 rBV2 21087 18783 1.45% 0.148%
43 13.157 1879 1882 1884 rBV4 30380 33073 2.55% 0.261%
44 13.651 1963 1966 1969 rBV4 38944 46481 3.58% 0.367%

45 13.798 1986 1991 1994 rBV 1123224 1110414 85.46% 8.772%
46 13.821 1994 1995 1998 rVB 74033 40560 3.12% 0.320%
47 15.198 2225 2229 2235 rVB 759436 868255 66.82% 6.859%

Sum of corrected areas: 12658337
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098554.D
1400000
1200000 6.65
1000000
800000
600000
400000 6.43 6.80

7.22
200000 5.27 6.3

482
e T e 2 e ESEMENEE L= e L NS LS ———

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098554.D
r.93 9|68

14000001 | 11.16

1200000
1000000
800000
600000 9.00

400000

200000

A A MALN N o
T T T T T T ] T T T T [ T T T T [ T T T T [ T T T T

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: BF098554.D
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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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 unknown6.43 Concentration Rank 3

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

6.43 8.17 ng 399866 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 738 (6.428 min): BF098554.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 %I'O ‘ 6.00 6.20 640 6.60 6.80
o IS [NTFRMMMNS | MMM R HMMSM m/z 68.00 43.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14121: 1H-Tetrazaborole, 5-chloro-4,5-dihydro-1,4-dimethyl-
132.0
5000 RS REE SRR AN A
36.0 760 600 6.20 640 6.60 6.80
m/z 134.00 32.70%
15.0 ‘ 59 ‘ 103.0 ‘
0 ||“|||‘l“|‘|‘h|‘|‘”lmu|“k‘ﬁ‘|l‘:”|:“::‘huuuluu‘:  EAEE BE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.00 6.20 640 6.60 6.80
5000 67.0 m/z 66.00 28.75%
41.0 97.0
0 '"I""I'”'I""I""I'%%§0""I"""" [rTrrrfrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 15.37%
5000
105.0
o 510 770 ‘ ] 165.0 208.0
m/z--> 20 Jo eb 80 160 120 140 160 180 200 220 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.56 3.80 ng 218704 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 87
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1611 (11.563 min): BF098554.D (-1607) (-) m/z 74.00 100.00%
74.0
5000
43.0
11.20 11.40 1160 11.80
o} m/z 87.00 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
5000 43.0 11.20 11.40 1160 11.80
m/z 43.00 33.47%
0 15w0 \‘ ‘\ M\ \\‘ L 97“0 121.0 4?.0 1850 2270 27?0
m/z--> 20 Jo 60 80 100 120 150 160 180 200 220 250 260
Abundance
74.0
11.20 11.40 1160 11.80
5000 m/z 55.00 30.93%
43.0
15.0 101.0 153 0143-0 1710 1990 242.0
Ob v [ T T e e T T e P T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84487: Tridecanoic acid, methyl ester  REE RN BamaE
74.0 11.20 11.40 11.60 11.80
m/z 41.00 28.15%
5000
41.0
1010 1430 1850 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 2
R.T. EstConc Area Relative to ISTD R.T.
12.25 14.66 ng 843243 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1728 (12.251 min): BF098554.D (-1723) (-) m/z 66.95 100.00%
67.0
41.0
5000
O m/z 81 00 86.20%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 UL SIS UL UL B
12.00 12.20 12. 40 12 60
m/z 55.00 80.38%

l 1230 1490 478 2620 2940
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0

41.0 95.0 12100 1220 1240 12.60
5000 ' m/z 41.00 61.31%

294.0
123.0 150.0 263.0

178.0 220.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methy! 9-cis, 11-trans-octadecadienoate R BB EEEE e
12.00 12.20 12.40 12.60
m/z 95.00 59.25%
5000
0.0 294.0
1230 1900 1780 2200 2620
0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.26 15.28 ng 878519 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 95
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 93
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 93
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
Abundance Scan 1730 (12.263 min): BF098554.D (-1728) (-) m/z 55.00 100.00%
58.0
5000 . U
111.1 R RN B BN R
137.1 180.2 222.2 2642 o, 12.00 12.20 12.40 12.60
Obprrrrrt ; m/z 69.00 59.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
58.0
12.00 12.20 12.40 12.60
29.0 111.0 264.0 m/z 41.05 56.69%
. d | 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
12,00 1220 12.40 12,60
5000 87.0 m/z 74.00 55.85%
29.0 264.0
M0 1350 1800 2220 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- T
.0 12.00 12.20 12.40 12.60

m/z 43.00 49.07%

5000

296.0

:

0 e L

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098554.D

Aca On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 7H-Benzo[c]fluorene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.93 2.06 ng 114477 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 81
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 68
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 68
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
Abundance Scan 1843 (12.927 min): BF098554.D (-1837) (-) m/z 216.10 100.00%
216.1
5000
40 g0 % ey 1610 1800 240.0 000 1 12.60 12.80 13.00 13.20
o} m/z 215.00 89.76%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74417: 7TH-Benzo[c]fluorene
216.0
5000
12.60 12.80 13.00 13.20
108.0 m/z 217.10 20.50%
o 820 | 180 |
mz-> 40 60 80 '1'66' 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.60 12.80 13.00 13.20
5000 m/z 213.00 18.15%
108.0
57.0 139.0 163.0 189.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74424: Fluoranthene, 2-methyl-

216.0 12.60 12.80 13.00 13.20
m/z 107 .50 16.52%

5000

81.0

51.0 139.0 163.0 189-0
N ——
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098554.D

Acq On : 15 Sep 2017 3:32

Operator : SJ/JU

Sample : 15216-01 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117_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 .43 6.43 8.2 ng 399866 1 6.65 978927 20.0
Hexadecanoic acid... 11.56 3.8 ng 218704 4 11.16 1150030 20.0
9,12-Octadecadien... 12.25 14.7 ng 843243 4 11.16 1150030 20.0
15-Octadecenoic a... 12.26 15.3 ng 878519 4 11.16 1150030 20.0
7H-Benzo[c]fluorene 12.93 2.1 ng 114477 5 13.80 1110410 20.0
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