LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032119\

Data File : BF113213.D

Acq On : 21 Mar 2019 17:26 Instrument :

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

3?22Ie : K1694-05 10X Eytet e

ALS Vial : 16 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-BF022719_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 5.334 548 552 566 rBY 207453 241745 19.69% 2.034%
2 6.363 724 727 740 rBVY 297438 334265 27.23% 2.813%
3 6.492 746 749 760 rBV 401559 353325 28.78% 2.973%
4 6.722 784 788 805 rBV 1099178 962033 78.37% 8.096%
5 6.875 811 814 827 rBV 292235 282074 22.98% 2.374%
6 7.280 879 883 891 rBvV 149243 176110 14.35% 1.482%
7 8.004 1002 1006 1014 rBV 1100954 1033619 84.20% 8.698%
8 9.080 1185 1189 1201 rBV 319467 364218 29.67% 3.065%
9 9.169 1201 1204 1209 rVB3 16448 16548 1.35% 0.139%
10 9.474 1253 1256 1260 rBV2 21337 30442 2.48% 0.256%
11 9.698 1291 1294 1298 rBV 19783 17093 1.39% 0.144%
12 9.757 1300 1304 1320 rVB 1248312 1227520 100.00% 10.330%
13 10.192 1375 1378 1381 rBV2 23968 22118 1.80% 0.186%
14 10.304 1394 1397 1403 rVB 18338 21319 1.74% 0.179%
15 10.539 1433 1437 1449 rBV 180194 212581 17.32% 1.789%
16 10.668 1456 1459 1464 rBV3 31816 42314 3.45% 0.356%
17 11.116 1531 1535 1537 rBV 28955 28920 2.36% 0.243%
18 11.233 1551 1555 1558 rBV 1187416 1095262 89.23% 9.217%
19 11.310 1566 1568 1572 rVB 32040 31276 2.55% 0.263%
20 11.539 1603 1607 1609 rBvV2 29640 28251 2.30% 0.238%
21 11.633 1620 1623 1629 rVB 352452 301302 24.55% 2.535%
22 11.739 1637 1641 1643 rBY 25005 26620 2.17% 0.224%
23 11.768 1643 1646 1652 rVVv2 71199 73826 6.01% 0.621%
24 11.845 1656 1659 1662 rBVY 41425 45439 3.70% 0.382%
25 11.945 1673 1676 1678 rBY 24894 21430 1.75% 0.180%
26 12.033 1688 1691 1694 rBV2 17809 23083 1.88% 0.194%
27 12.210 1719 1721 1724 rBV3 12326 16287 1.33% 0.137%
28 12.286 1730 1734 1736 rBvY 29060 34464 2.81% 0.290%

29 12.315 1736 1739 1741 rBV 1215760 1054288 85.89% 8.872%
30 12.339 1741 1743 1746 rVB 1013423 767312 62.51% 6.457%

31 12.427 1754 1758 1759 rBV 150889 146553 11.94% 1.233%
32 12.445 1759 1761 1764 rVvV 153791 142757 11.63% 1.201%
33 12.474 1764 1766 1771 rVB5 23397 36305 2.96% 0.306%
34 12.557 1778 1780 1785 rVB5 13539 13043 1.06% 0.110%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 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-BF022719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.598 1785 1787 1794 rVB7 12318 18440 1.50% 0.155%
36 12.668 1794 1799 1802 rBV 162403 176811 14.40% 1.488%
37 12.698 1802 1804 1806 rVB2 25327 20784 1.69% 0.175%
38 12.810 1820 1823 1833 rVB 315928 318641 25.96% 2.681%
39 12.892 1833 1837 1841 rBV6 17709 30050 2.45% 0.253%
40 12.998 1849 1855 1860 rBV2 42831 67605 5.51% 0.569%
41 13.068 1862 1867 1870 rBV2 44178 60825 4._.96% 0.512%
42 13.104 1870 1873 1875 rBVY 30146 30157 2.46% 0.254%
43 13.227 1891 1894 1896 rBV2 16999 17203 1.40% 0.145%
44 13.398 1921 1923 1926 rBV2 20386 19489 1.59% 0.164%

45 13.862 1998 2002 2005 rBV 1020334 1042770 84.95% 8.775%
46 15.280 2238 2243 2246 rBVY 595106 760278 61.94% 6.398%
47 18.556 2797 2800 2805 rBV6 43082 96654 7.87% 0.813%

Sum of corrected areas: 11883449
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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\HPCHEM1\BNA_F\DATA\BF032119\
BF113213.D

21 Mar 2019 17:26

JussJ

K1694-05 10X

16 Sample Multiplier: 1
Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 3

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

6.49 7.35 ng 353325 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 749 (6.492 min): BF113213.D (-746) (-) m/z 132.00 100.00%
5000
68
0 o | "ok 'éhb'%éb' P
54 : : : :
ol | e s N m/z 68.00 38.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32 .54%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.86%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 14 _75%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
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\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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.
11.63 5.50 ng 301302 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 83
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80

Abundance Scan 1622 (11.627 min): BF113213.D (-1620) (-) m/z 74.00 100.00%

7
5000 43

11.40 11.60 11.80 12.00

143
h Ll 88, 11512971 157171185199713227241 270

(oL et [ PN SN bt i A s S m/z 87.00 68.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LA L L L L L L LB
43 11.40 11.60 11.80 12.00
7 143 m/z 43.00 39.38%
ol |, 101115129 157171185199213227241 270
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIII IIII TTTT IIII‘IIIIIII‘IIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
T T TR T T T
11.40 11.60 11.80 12.00
5000 43 m/z 41.00 27.45%
29 57

97 111 120143)57171185190213227941 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester e i e
A 11.40 11.60 11.80 12.00
m/z 54.95 26.36%
5000 43
29 | 31 o7 143
o Wl Ll 11 120" \ 157171185199213227241255 285
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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.
12.32 19.25 ng 1054290 Phenanthrene-d10 11.23
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 10,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1740 (12.321 min): BF113213.D (-1736) (-) m/z 67.00 100.00%
67
41
5000
135150 1200 12.20 12.40 12.60
178 206 263 94 12.00 12.20 12.40 12.60
3\ S— 221 245 m/z 81.00 88.48%
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
5000 BN IR B
12.00 12.20 12.40 12.60
m/z 55.00 68.13%
o I 135150 178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
" % 200 12120 1240 1260
5000 m/z 94.95 61.19%
110
15 135150 10900 220957 283 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester T R
12.00 12.20 12.40 12.60
m/z 41.00 53.05%
5000
263
o 164179195 220 237
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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 14.01 ng 767312 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
2 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1743 (12.339 min): BF113213.D (-1741) (-) m/z 55.00 100.00%

41
74

5000
1l 264

222
ol 1809, 246 296

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

12.00 12.20 12.40 12.60
m/z 41.00 67.32%

5000
12.00 12.20 12.40 12.60

m/z 69.00 64 .00%

0‘

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

41 55
74 L B e B
12.00 12.20 12.40 12.60
5000 97 m/z 74.00 59.32%
264
111
27 222
137 180
152 207 | 236 27g 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R L S EAaa
5 12.00 12.20 12.40 12.60

74 m/z 83.00 51.70%

5000

222
138152 180 5577 “p3p

278 296
A IIIIIIIIIIIIIIIIIIIII
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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 6 unknownl8.56 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.56 2.54 ng 96654 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Purine-2,6-dione, 7-ethyl-3,7... 279 C11H13N502S 027042-75-7 27
2 tert-Butyl(6-isopropyl-2-methylp... 264 C16H280Si 1000367-02-3 25
3 6-(Acridin-9-ylamino)-hexanoic a... 322 C20H22N202 194363-01-4 22
4 1(3H)-Isobenzofuranone, 6,7-dime... 342 C19H1806 1000350-76-1 22
5 Spiro-3-(2-butyl-2,4-diazabicycl... 250 C15H26N20 1000194-74-4 15
Abundance Scan 2801 (18.562 min): BF113213.D (-2797) (-) m/z 39.90 100.00%
40 207
9 109
5000 184 241 279
5 143 o 300319339 359 I
‘ e 18.20 18.40 18.60 18.80
0 I m/z 207.00 94 .24%
m/z--> 50 100 150 200 250 300 350
Abundance #126341: 1H-Purine-2,6-dione, 7-ethyl-3,7-dihydro-8-(isoth...
207
5000 81 279 USSR UL SR
150 18.20 18.40 18.60 18.80
m/z 69.00 82.15%
U "'I'%kk'l""l Y UL S WL B SR
m/z--> 50 100 150 200 250 300 350
Abundance
207
1820 18.40 1860 18.80
5000 m/z 109.00 74 .25%
165
23 9 264
43 11513
o N N PR PP O Y -
m/z--> 50 100 150 200 250 300 350
Abundance #162881: 6-(Acridin-9-ylamino)-hexanoic acid methy! ester e R e B
207 322 18.20 18.40 18.60 18.80
m/z 94.95 67.43%
5000
180
0 1 6\9 :!-0\3 151\ \i Jw \‘ 263 29‘1 |
mz-> 50 100 150 200 250 300 350 1820 18.40 1860 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032119\
Data File : BF113213.D

Acq On : 21 Mar 2019 17:26

Operator : JU/SJ

Sample : K1694-05 10X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .49 6.49 7.3 ng 353325 1 6.72 962033 20.0
Hexadecanoic acid... 11.63 5.5 ng 301302 4 11.23 1095260 20.0
9,12-Octadecadien... 12.32 19.3 ng 1054290 4 11.23 1095260 20.0
11-Octadecenoic a... 12.34 14.0 ng 767312 4 11.23 1095260 20.0
unknown18.56 18.56 2.5 ng 96654 6 15.28 760278 20.0
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