LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114691.D

Aca On : 31 May 2019 5:10

Operator : HP/JU

Sample : K2648-03 5X

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF052919 .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 5.293 541 545 549 rBVY 1455028 1364887 55.55% 4.816%
2 6.322 717 720 737 rVB 1646368 1529742 62.26% 5.397%
3 6.463 740 744 748 rBVY 1867912 1495171 60.86% 5.275%
4 6.698 780 784 788 rBVY 2450465 1937759 78.87% 6.837%
5 6.851 807 810 814 rBVY 1312141 1193773 48.59% 4.212%
6 7.251 874 878 881 rBV 912916 688679 28.03% 2.430%
7 7.981 998 1002 1005 rBVY 2985988 2357167 95.94% 8.317%
8 9.051 1181 1184 1187 rBV 2098455 1584742 64.50% 5.591%
9 9.445 1248 1251 1254 rBV 215298 169326 6.89% 0.597%
10 9.586 1271 1275 1278 rBV 31508 30445 1.24% 0.107%
11 9.727 1295 1299 1302 rBvV 2778877 2364507 96.24% 8.343%
12 9.757 1302 1304 1308 rVB 58319 46494 1.89% 0.164%
13 9.928 1330 1333 1337 rVB 31507 30603 1.25% 0.108%
14 10.504 1427 1431 1437 rBvV 960260 779490 31.73% 2.750%
15 10.645 1448 1455 1462 rVB4 36977 58248 2.37% 0.206%
16 11.004 1514 1516 1522 rVB 33866 33423 1.36% 0.118%
17 11.092 1529 1531 1534 rvVvB2 50867 42382 1.73% 0.150%

18 11.198 1545 1549 1552 rBV 2669163 2456826 100.00% 8.668%
19 11.222 1552 1553 1556 rvVv 596912 357836 14.56% 1.263%
20 11.274 1559 1562 1565 rVB 147339 118161 4.81% 0.417%

21 11.427 1583 1588 1591 rBV2 19161 28590 1.16% 0.101%
22 11.516 1598 1603 1605 rBV2 29753 42597 1.73% 0.150%
23 11.610 1616 1619 1624 rBV 242000 200467 8.16% 0.707%
24 11.698 1632 1634 1637 rBV 74660 69369 2.82% 0.245%
25 11.727 1637 1639 1645 rVvv2 117051 149091 6.07% 0.526%
26 11.774 1645 1647 1650 rVvVv 46450 43020 1.75% 0.152%
27 11.810 1650 1653 1655 rVvVv 118567 116228 4.73% 0.410%
28 11.833 1655 1657 1660 rVB 52538 37470 1.53% 0.132%
29 11.921 1670 1672 1677 rVB2 29752 36542 1.49% 0.129%
30 11.992 1682 1684 1686 rBV 59592 51544 2.10% 0.182%
31 12.074 1695 1698 1701 rBvV4 19107 28825 1.17% 0.102%
32 12.245 1725 1727 1731 rBV 38408 39881 1.62% 0.141%

33 12.292 1731 1735 1737 rBV 735096 693346 28.22% 2.446%
34 12.316 1737 1739 1746 rVB2 998459 892908 36.34% 3.150%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114691.D

Aca On : 31 May 2019 5:10

Operator : HP/JU

Sample : K2648-03 5X

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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.404 1750 1754 1758 rBV 1122762 955205 38.88% 3.370%

36 12.627 1787 1792 1795 rBV2 800597 842600 34.30% 2.973%
37 12.657 1795 1797 1799 rVvVv 107402 103066 4._.20% 0.364%
38 12.680 1799 1801 1807 rVB2 67762 75604 3.08% 0.267%
39 12.751 1811 1813 1814 rBV 55293 37788 1.54% 0.133%
40 12.780 1814 1818 1821 rVB 1668748 1418505 57.74% 5.005%

41 13.457 1931 1933 1938 rBVY 84015 80350 3.27% 0.283%
42 13.686 1970 1972 1979 rBV3 103963 140737 5.73% 0.497%
43 13.821 1990 1995 1998 rBV2 2054343 2111711 85.95% 7.451%
44 13.845 1998 1999 2002 rVB 307620 187629 7.64% 0.662%
45 15.215 2228 2232 2239 rVB 1132900 1319906 53.72% 4_.657%

Sum of corrected areas: 28342640
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\

BF114691.D

31 May 2019 5:10

HP/JU

K2648-03 5X

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF052919_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114691.D

Aca On : 31 May 2019 5:10

Operator : HP/JU

Sample : K2648-03 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 unknown6.46 Concentration Rank 1

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

6.46 15.43 ng 1495170 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 743 (6.457 min): BF114691.D (-740) (-) m/z 132.00 100.00%
5000 68
40 % 620 6.40 6.60 6.80
54 . . . :
[ | Weus M+ m/z 68.00 40.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U U R I
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.99%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 620 6.40 6.60 6.80
5000 67 m/z 66.00 25.95%
41 97
53
Y P
: |||“i“||“| \II\IM‘I\I\‘I\ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R n e RAR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.42%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114691.D

Aca On : 31 May 2019 5:10

Operator : HP/JU

Sample : K2648-03 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 10,13-Octadecadienoic acid,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.29 5.64 ng 693346 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1735 (12.292 min): BF114691.D (-1731) (-) m/z 67.00 100.00%

67

5000

i

12.00 12.20 12.40 12.60
m/z 81.00 85.16%

178 204220 247263 294 330

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
7

41

|

12,00 12.20 12.40 12.60
m/z 55.00 58.02%

5000

263

150
178195 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

:

12.00 12.20 12.40 12.60
m/z 95.05 56.18%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

o+

Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T T T
41 6/7 12.00 12.20 12.40 12.60
m/z 41.00 50.81%
5000 95
123 150 294
- .........”.”. i i78195 22037 203 | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053019\
Data File : BF114691.D

Aca On : 31 May 2019 5:10

Operator : HP/JU

Sample : K2648-03 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.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 11-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.32 7.27 ng 892908 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 1740 (12.321 min): BF114691.D (-1737) (-) m/z 204.00 100.00%

204
5000 so 87 176

222 264

12.00 12.20 12.40 12.60
m/z 175.95  47.76%

246 281 303 324

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141290: 11-Octadecenoic acid, methyl ester

5000
12.00 12.20 12.40 12.60

m/z 87.00 40.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141285: 10-Octadecenoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 74.00  37.84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- R e RRR ,/.\. T
5 12.00 12.20 12.40 12.60

m/z 69.00 36.67%

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF053019\
Data File : BF114691.D

Acq On : 31 May 2019 5:10

Operator : HP/JU

Sample - K2648-03 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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 .46 6.46 15.4 ng 1495170 1 6.70 1937760 20.0
10,13-Octadecadie... 12.29 5.6 ng 693346 4 11.20 2456830 20.0
11-Octadecenoic a... 12.32 7.3 ng 892908 4 11.20 2456830 20.0
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