LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\

Data File : BF111791.D

Aca On : 28 Dec 2018 16:23 Instrument :

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

3?22'6 : J6193-11 X CL-02-122718-A

ALS Vial : 7 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-BF121918.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 2.187 12 17 24 rVB 65468 88014 7.09% 0.650%
2 5.104 507 513 517 rBV 45733 44763 3.60% 0.331%
3 5.534 582 586 589 rBV 772852 704581 56.73% 5.202%
4 6.540 753 757 763 rBV 844841 790130 63.62% 5.834%
5 6.675 776 780 783 rBV 973762 753504 60.67% 5.564%
6 6.904 815 819 822 rBY 1171084 981523 79.03% 7.247%
7 7.057 841 845 849 rBV 713504 588419 47.38% 4 .345%
8 7.457 909 913 916 rBV 519995 442654 35.64% 3.268%
9 8.187 1032 1037 1040 rBV 1506442 1221596 98.36% 9.020%
10 8.898 1155 1158 1163 rVB 23822 19005 1.53% 0.140%
11 8.998 1172 1175 1179 rVB 21920 20332 1.64% 0.150%
12 9.257 1215 1219 1222 rBV 965145 779455 62.76% 5.755%
13 9.339 1229 1233 1238 rBv4 13682 17807 1.43% 0.131%
14 9.528 1261 1265 1268 rVB3 9949 14507 1.17% 0.107%
15 9.598 1274 1277 1279 rBV 17088 15931 1.28% 0.118%
16 9.645 1283 1285 1290 rVB 96015 84506 6.80% 0.624%
17 9.798 1308 1311 1315 rBV 15558 14668 1.18% 0.108%
18 9.869 1318 1323 1328 rVB3 15568 17647 1.42% 0.130%
19 9.939 1331 1335 1339 rVV 1456904 1242009 100.00% 9.170%
20 9.969 1339 1340 1344 rVB 49267 38371 3.09% 0.283%
21 10.139 1366 1369 1374 rBV 23315 26343 2.12% 0.195%
22 10.486 1425 1428 1435 rBV 40567 38063 3.06% 0.281%
23 10.728 1465 1469 1477 rVB 488649 421199 33.91% 3.110%
24 10.851 1486 1490 1493 rBv4 16799 26621 2.14% 0.197%
25 11.286 1560 1564 1568 rBV3 15818 23652 1.90% 0.175%
26 11.322 1568 1570 1574 rVB 20306 20421 1.64% 0.151%

27 11.427 1584 1588 1590 rBV 1210156 1046581 84.27% 7.728%
28 11.451 1590 1592 1595 rVvVv 166810 132958 10.71% 0.982%

29 11.498 1598 1600 1603 rVB 45235 36122 2.91% 0.267%
30 11.657 1623 1627 1634 rVB 13896 23617 1.90% 0.174%
31 11.716 1634 1637 1640 rBV2 16574 14453 1.16% 0.107%
32 11.816 1650 1654 1657 rBV 113830 102118 8.22% 0.754%
33 11.927 1670 1673 1675 rBV 23742 25693 2.07% 0.190%
34 11.957 1675 1678 1680 rVB 31095 31013 2.50% 0.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111791.D

Aca On : 28 Dec 2018 16:23

Operator : JU/SJ

Sample : J6193-11 5X

Misc :

ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.039 1689 1692 1695 rBV2 43629 47076 3.79% 0.348%
36 12.222 1720 1723 1725 rBV 22827 20879 1.68% 0.154%
37 12.404 1752 1754 1761 rBV7 10767 16492 1.33% 0.122%

38 12.498 1767 1770 1772 rBV 463601 369391 29.74% 2.727%
39 12.522 1772 1774 1779 rVB 266814 236693 19.06% 1.748%
40 12.604 1785 1788 1790 rBVY 60076 45562 3.67% 0.336%

41 12.639 1790 1794 1797 rVV 247037 195083 15.71% 1.440%
42 12.869 1827 1833 1838 rBVY 215525 242100 19.49% 1.788%
43 13.004 1853 1856 1860 rBVY 670908 568293 45.76% 4._.196%

44 13.198 1886 1889 1893 rVB2 48956 42653 3.43% 0.315%
45 13.263 1898 1900 1902 rVB2 47768 37821 3.05% 0.279%
46 13.298 1904 1906 1910 rBV3 38645 49317 3.97% 0.364%
47 13.392 1920 1922 1924 rBV 25884 17633 1.42% 0.130%
48 14.068 2032 2037 2039 rBV 1095875 1098779 88.47% 8.113%
49 14.092 2039 2041 2043 rVB 97174 76918 6.19% 0.568%

50 15.563 2287 2291 2294 rBV 553463 630610 50.77% 4.656%

Sum of corrected areas: 13543576
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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\BF122818\

BF111791.D

28 Dec 2018 16:23

JussJ

J6193-11 5X

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF111791.D

5.53

5.10

6.90

6.67
6.54
7.06

7.46

0
Time-->

T
5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF111791.D

11.43

9.26

10.73

9.65

barssgoosatiion 10

8.9!}\00

13.00

Ol
Time-->

11.00 11.50

10.00

10.50

9.00

12.00

12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

2000008:32

0

TIC: BF111791.D

15.56

A4.09

Time-->

1
13.50

15.50 16.00 16.50

I
17.00 17.50

14.00

14.50 15.00

T
18.00 18.50

8270-BF121918.

M Sun Dec 30 21:55:51 2018

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111791.D

Aca On : 28 Dec 2018 16:23

Operator : JU/SJ

Sample : J6193-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 15.35 ng 753504 1,4-Dichlorobenzene-d4 6.90

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9

4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO

022291-85-6 9
031357-76-3 9

Abundance Scan 779 (6.669 min): BF111791.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
6.40 6.60 6.80 7.00
01 T m/z 68.10 45 _.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LANLINL L L L L L L L L LB
6.40 6.60 6.80 7.00
33.0 105.0 m/z 66.10 30.60%
51.0 700 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
IIIIIIIIIIIIIIIIIAIIIIIII
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 134.00 30.58%
bbb L L Lm0 o
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 19.38%
117.0
5000
39.0 910
L
0 | ‘\ \‘\\ ‘M L, N wl ‘\ m ‘
L e o I LA B o e B o AL A o e e R EREREmEm e
m/z--> 20 40 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111791.D

Aca On : 28 Dec 2018 16:23

Operator : JU/SJ

Sample : J6193-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 3 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.50 7.06 ng 369391 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 97
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 97
Abundance Scan 1770 (12.498 min): BF111791.D (-1767) (-) m/z 67.10 100.00%
67.1
5000
1231 1501 263.3 12.20 12.40 12.60 12.80
0 S %% ‘m/z 81.10 87.23%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0
5000 RN BN DU U
12.20 12.40 12.60 12.80
1930 m/z 55.10 74 .90%
oL, © 1800 4280 ,p0 2630 2940
miz-> 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
12.20 12.40 12.60 12.80
5000 m/z 41.10 63.78%
ol 123.0 1490 4759 262.0 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate o o
67.0 12.20 12.40 12.60 12.80
m/z 95.05 54 .64%
5000
294.0
1230 1500 4765 5000 2620 K“Mv~ﬂ,wwwﬂw
o} e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122818\
Data File : BF111791.D

Aca On : 28 Dec 2018 16:23

Operator : JU/SJ

Sample : J6193-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 cis-13-Octadecenoic acid, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.52 4.52 ng 236693 Phenanthrene-d10 11.43

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 98

Abundance Scan 1774 (12.522 min): BF111791.D (-1772) (-) m/z 55.10 100.00%

5000

:

264.3 II|IIII|IIII|IIII|IIII|
222.2 206.2 12.20 12.40 12.60 12.80

m/z 41.10 61.85%

180.2

139.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester

:

5000 LA L L L L L L L L L
12.20 12.40 12.60 12.80
264.0 m/z 69.10 48.75%
29.0 180.0 222.0 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
55.0
T T

12.20 12.40 12.60 12.80
m/z 83.10 44.90%

5000
29.0
264.0
. 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester A B RN RaaEE B
55.0 12.20 12.40 12.60 12.80

m/z 97.10 44 _08%

5000

2290 264.0

29.0 137.0 180.0

296.0

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122818\
Data File : BF111791.D

Acq On : 28 Dec 2018 16:23

Operator : JU/SJ

Sample : J6193-11 5X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .67 6.67 15.4 ng 753504 1 6.90 981523 20.0
9,12-Octadecadien... 12.50 7.1 ng 369391 4 11.43 1046580 20.0
cis-13-Octadeceno... 12.52 4.5 ng 236693 4 11.43 1046580 20.0
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