LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\

Data File : BF113837.D

Aca On : 19 Apr 2019 00:51 Instrument :

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

3?22'6 : K2197-07 2X CL-01-041619-B

ALS Vial : 21 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-BF041819.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 2.169 12 14 18 rVvB2 16622 21054 1.29% 0.120%
2 5.510 578 582 585 rBY 1137784 1026646 63.05% 5.867%
3 6.510 748 752 755 rBVY 1193393 990307 60.82% 5.659%
4 6.663 774 778 781 rBVY 1181712 1065021 65.41% 6.086%
5 6.898 814 818 821 rBV 941947 799443 49.10% 4 .569%
6 7.051 840 844 848 rBY 1053654 832162 51.11% 4_.756%
7 7.445 907 911 915 rBV 699433 562717 34.56% 3.216%
8 8.174 1031 1035 1039 rBvV 1133298 921789 56.61% 5.268%
9 9.251 1214 1218 1221 rBV 1246198 1104102 67.81% 6.310%
10 9.639 1281 1284 1287 rBV 101031 82854 5.09% 0.473%

11 9.927 1330 1333 1337 rVB 1180372 1013654 62.25% 5.793%
12 10.710 1462 1466 1470 rBvV 957806 767080 47.11% 4 _.384%

13 11.286 1556 1564 1566 rBV3 24445 29821 1.83% 0.170%
14 11.410 1581 1585 1588 rBV 1448293 1216521 74.71% 6.952%
15 11.433 1588 1589 1592 rVV 111087 66646 4._.09% 0.381%
16 11.486 1592 1598 1601 rVB 33357 32294 1.98% 0.185%
17 11.810 1649 1653 1658 rBV 219169 196536 12.07% 1.123%
18 11.915 1668 1671 1672 rBV 26861 25839 1.59% 0.148%
19 11.933 1672 1674 1678 rVB2 116568 115077 7.07% 0.658%
20 12.021 1686 1689 1692 rBV 42382 45492 2.79% 0.260%
21 12.210 1718 1721 1722 rBV 20432 21445 1.32% 0.123%
22 12.462 1761 1764 1766 rVB 25773 22894 1.41% 0.131%

23 12.492 1766 1769 1771 rBV 798887 686069 42.14% 3.921%
24 12.515 1771 1773 1776 rVB 861277 642543 39.46% 3.672%
25 12.598 1784 1787 1789 rBV 110356 97486 5.99% 0.557%

26 12.621 1789 1791 1794 rVB 278949 211876 13.01% 1.211%
27 12.721 1804 1808 1810 rBV3 68035 76170 4.68% 0.435%
28 12.851 1824 1830 1833 rBV 274297 299970 18.42% 1.714%
29 12.992 1850 1854 1858 rBV 1990648 1571342 96.50% 8.980%

30 13.180 1883 1886 1888 rVB 39313 33950 2.09% 0.194%
31 13.280 1901 1903 1907 rBV2 35872 39897 2.45% 0.228%
32 13.574 1951 1953 1956 rBV2 44271 36159 2.22% 0.207%

33 13.886 2004 2006 2011 rVB3 88671 118299 7.27% 0.676%
34 14.045 2028 2033 2036 rBV 1672979 1628253 100.00% 9.305%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113837.D

Aca On : 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF041819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.521 2112 2114 2117 rBV2 126225 107321 6.59% 0.613%

36 15.515 2279 2283 2287 rVB 823778 989663 60.78% 5.656%

Sum of corrected areas: 17498392
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF041819\
: BF113837.D

: 19 Apr 2019 00:51

: Ju/sd

: K2197-07 2X

- 21 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF041819 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASE\NIST11.L

ration Parameters: LSCINT.P
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2000000
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14
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113837.D

Aca On : 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 unknown6.66 Concentration Rank 1

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

6.66 26.64 ng 1065020 1,4-Dichlorobenzene-d4 6.90
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 778 (6.663 min): BF113837.D (-774) (-) m/z 132.00 100.00%
5000 68
40 % J ek Sko 6k 7ho
54 - - - -
o | f7 s | 3sus )l "n/z 68.00 37.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR RS R L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.18%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 24.09%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e ERAREEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.29%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S |
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\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113837.D

Aca On : 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.23 ng 196536 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 72
Abundance Scan 1653 (11.810 min): BF113837.D (-1649) (-) m/z 74.00 100.00%
74
87
5000
43
143 227 LRI PR BRI SUNILN B
| ﬂ | 101115129 | 1571711851993 | 241 270 11.40 11.60 11.80 12.00 12.20
O Gt R NS MY BN A T A m/z 87.00 72.31%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 AR RN SRR
43 11,40 11.60 11.80 12.00 12.20
143 m/z 43.10 28.31%
. | ] | 101115129 | 157171185199213227547 270
s 3 o 6 B 185 150 140 180 18 230 2% k6 33
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11,40 11.60 11.80 12.00 12.20
5000 43 m/z 55.05 22.12%
143
0 \ \‘\ \ ‘ ) ]‘.(‘)1 115 129 | 157 171 185199 213227 241 270
mz-> 20 Jo 60 éo 100 150 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester R B
74 11.40 11.60 11.80 12.00 12.20
a7 m/z 41.05 20.57%
5000 43
7
mz--> 20 Jo éo éo 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\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113837.D

Aca On : 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.49 11.28 ng 686069 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 1769 (12.492 min): BF113837.D (-1766) (-) m/z 67.00 100.00%
67 81
5000 41
178199206 263 12.20 12.40 12.60 12.80
Obprrreliied 192200220234 24 m/z 81.00 86.10%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 N R BN SO SR
12.20 12.40 12.60 12.80
m/z 95.10 57 .32%
ol 149164178 262 294
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4 G
81 1220 12.40 12,60 12.80
5000 95 m/z 55.10 54 .09%
109 294
0 ||, 15016417810500620003 263 7
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methy! ester R e AR
67 12.20 12.40 12.60 12.80
81 m/z 41.00 47.05%
5000
294
124 150 263
0l-2 1041781 99206220234 249
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041819\
Data File : BF113837.D

Aca On : 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF041819_.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 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.52 10.56 ng 642543 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 13-Octadecenoic acid. methvl 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): BF113837.D (-1771) (-) m/z 79.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 74.00 90.23%

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

69

5000

12.20 12.40 12.60 12.80
m/z 264.20  88.90%

111

125 180
o 41 166190 55722235 20478 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester
56
R A BEa
69 12.20 12.40 12.60 12.80
5000 m/z 69.00 82.15%
29
I~ 264
125
o \‘ I 141 166180 507" %236
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester e T e
56 12.20 12.40 12.60 12.80
69 m/z 55.05 81.74%
5000
0 T T 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\BF041819\
Data File : BF113837.D

Acq On 19 Apr 2019 00:51

Operator : JU/SJ

Sample : K2197-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041819_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 26.6 ng 1065020 1 6.90 799443 20.0
Hexadecanoic acid... 11.81 3.2 ng 196536 4 11.41 1216520 20.0
9,12-Octadecadien... 12.49 11.3 ng 686069 4 11.41 1216520 20.0
9-Octadecenoic ac... 12.52 10.6 ng 642543 4 11.41 1216520 20.0
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