LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On : 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF042219_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 height area % max. total
1 5.516 579 583 592 rBY 731706 727920 33.70% 3.326%
2 6.516 749 753 756 rBVY 900863 734359 34.00% 3.355%
3 6.663 774 778 782 rBY 950984 788748 36.52% 3.604%
4 6.898 814 818 822 rBV 1472797 1151475 53.32% 5.261%
5 7.057 841 845 848 rBv 723384 607897 28.15% 2.777%
6 7.451 908 912 915 rBV 490541 400015 18.52% 1.828%
7 8.181 1032 1036 1039 rBV 1781151 1402321 64.93% 6.407%
8 9.251 1215 1218 1222 rBV 1139621 902523 41.79%  4.123%
9 9.339 1228 1233 1238 rBvY 39351 36300 1.68% 0.166%
10 9.639 1282 1284 1290 rBV 101164 105493 4._88% 0.482%
11 9.792 1308 1310 1315 rBV 28023 31018 1.44% 0.142%
12 9.869 1319 1323 1327 rVB 51953 42419 1.96% 0.194%
13 9.933 1331 1334 1338 rBVY 1703970 1619355 74.98% 7.399%
14 10.369 1405 1408 1410 rVB 57249 42637 1.97% 0.195%
15 10.586 1440 1445 1451 rBV 25419 42179 1.95% 0.193%
16 10.716 1464 1467 1472 rBV 628424 572118 26.49% 2.614%
17 10.839 1485 1488 1495 rVB 67707 77564 3.59% 0.354%
18 11.286 1561 1564 1567 rBV2 58847 57005 2.64% 0.260%
19 11.322 1567 1570 1576 rVB2 31639 33262 1.54% 0.152%

20 11.422 1583 1587 1590 rBV 2141821 1867697 86.48% 8.533%

21 11.716 1634 1637 1639 rBV 63496 50257 2.33% 0.230%
22 11.810 1650 1653 1657 rBV 922330 715728 33.14% 3.270%
23 11.939 1672 1675 1679 rVB2 98352 101374 4.69% 0.463%
24 12.121 1703 1706 1710 rVB 48353 40693 1.88% 0.186%
25 12.498 1767 1770 1772 rBV 2423492 2159731 100.00% 9.867%

26 12.521 1772 1774 1777 rVB 2629573 2051064 94.97% 9.371%
27 12.604 1785 1788 1790 rBV 403327 315483 14.61% 1.441%
28 12.633 1790 1793 1795 rBV 241139 223534 10.35% 1.021%
29 12.727 1806 1809 1816 rVB3 48963 56055 2.60% 0.256%
30 12.839 1825 1828 1829 rBV 111797 97221 4 _50% 0.444%

31 12.863 1829 1832 1834 rVB 171103 162897 7.54% 0.744%
32 12.998 1852 1855 1859 rBV 1251730 1113178 51.54% 5.086%
33 13.163 1881 1883 1885 rBV 80542 72504 3.36% 0.331%
34 13.186 1885 1887 1890 rVvVv 83703 84278 3.90% 0.385%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On : 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.251 1893 1898 1901 rBV3 102086 159041 7.36% 0.727%
36 13.327 1909 1911 1914 rVB 55138 44688 2.07% 0.204%
37 13.580 1952 1954 1957 rBV 50487 38573 1.79% 0.176%

38 14.057 2031 2035 2038 rBV 1878019 1863143 86.27% 8.512%
39 15.545 2283 2288 2291 rBV 1003356 1295672 59.99% 5.920%

Sum of corrected areas: 21887419
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042219\

BF113905.D

23 Apr 2019 3:32

JussJ

K2203-15 5X

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On = 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
= 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 unknown6.66 Concentration Rank 3

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

6.66 13.70 ng 788748 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 777 (6.657 min): BF113905.D (-774) (-) m/z 132.00 100.00%
5000 68
96 APUAARBE ARSI RARRE A
40 54 7 o7 5 6.40 6.60 6.80 7.00
o R B m/z 68.00 44 .80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.61%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.39%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal o
132 6.40 6.60 6.80 7.00
m/z 69.10 18.19%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 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\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On = 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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.
11.81 7.66 ng 715728 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 1653 (11.810 min): BF113905.D (-1650) (-) m/z 74.00 100.00%
7
5000
143 227 0 1160 1180 12.00 1220
0 ...,....,...T",.'.'.. ':...,..1.1.?....,|...1?7.... oA LAt cD 0 m/z 87.00 71.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methy! ester
74
5000 AR I BN R I
43 1140 11.60 11.80 12.00 12.20
29 7 m/z 43.05 26.17%
0 1\5 \‘ ‘\ T\‘\ | ‘ L, \8 L 11512\9 ‘ 157171185199213227241 27\0
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 250 260 |
Abundance
T wJJtM’
11.40 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 21.06%
29 57
o 97 111 129143157171185199213227241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester T T T e T
74 11.40 11.60 11.80 12.00 12.20
m/z 41.05 19.48%
5000 43
7 143 185,
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220 240 260 1140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On = 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 1
R.T. EstConc Area Relative to ISTD R.T.
12.50 23.13 ng 2159730 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 11,14-0Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 99
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1770 (12.498 min): BF113905.D (-1767) (-) m/z 67.00 100.00%

67 81

5000 41

109

A
LU B I N O

12.20 12.40 12.60 12.80
m/z 81.00 87.10%

120164178195506220034 263 204

o

m/z--> 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 67
81 AL

A
LI L L B L L L

5000
12 20 12. 40 12 60 12. 80
m/z 95.05 57 .85%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 R e A BERRE Ea
12.20 12.40 12.60 12.80
5000 95 m/z 55.00 54_.91%
109 294
o 123 150164178199506220034 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester T T T R
12 20 12. 40 12 60 12. 80
m/z 41.10 45_.69%
5000

263

I

150164178192206220234
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\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113905.D

Acq On = 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.52 21.96 ng 2051060 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1774 (12.521 min): BF113905.D (-1772) (-) m/z 55.05 100.00%

5000

12.20 12.40 12.60 12.80
m/z 69.10 77.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

12!20 12.40 12.I60 12.80
m/z 74.00  70.44%

5000

123

180
) 138 165 m#zmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74
e
96 12.20 12.40 12.60 12.80
5000 m/z 41.05 65.81%
111
2 1375, 180 222 264
207 247 296

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)-

12.20 12.40 12.60 12.80
m/z 83.10 62.94%

5000

I I
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\BF042219\
Data File : BF113905.D

Acq On : 23 Apr 2019 3:32

Operator : JU/SJ

Sample : K2203-15 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 .66 6.66 13.7 ng 788748 1 6.90 1151480 20.0
Hexadecanoic acid... 11.81 7.7 ng 715728 4 11.42 1867700 20.0
9,12-Octadecadien... 12.50 23.1 ng 2159730 4 11.42 1867700 20.0
9-Octadecenoic ac... 12.52 22.0 ng 2051060 4 11.42 1867700 20.0
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