LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032619\

Data File : BF113320.D

Acg On : 27 Mar 2019 5:12 Instrument :

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

3?22Ie : K1693-13 10X By

ALS Vial : 24 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-BF032519_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 5.316 545 549 567 rBV 284709 373424 26.06% 2.652%
2 6.345 721 724 742 rBV 339710 419664 29.29% 2.981%
3 6.475 742 746 757 rVV 443575 413292 28.84% 2.935%
4 6.704 781 785 792 rBV 846180 769912 53.73% 5.468%
5 6.857 808 811 822 rBVY 368696 325982 22.75% 2.315%
6 7.263 876 880 887 rBvV 196761 207370 14.47% 1.473%
7 7.986 999 1003 1005 rBVY 919780 848626 59.22% 6.027%
8 8.698 1121 1124 1135 rVB 48145 58406 4._.08% 0.415%
9 8.798 1135 1141 1150 rVB 37260 48220 3.37% 0.342%
10 9.057 1182 1185 1196 rBV 409864 393747 27.48% 2.797%
11 9.151 1198 1201 1207 rVB3 20758 29432 2.05% 0.209%
12 9.327 1226 1231 1237 rBV 15584 23274 1.62% 0.165%
13 9.398 1239 1243 1245 rBV 25137 26802 1.87% 0.190%
14 9.422 1245 1247 1250 rVB 18412 15451 1.08% 0.110%
15 9.516 1260 1263 1268 rVB3 10552 15455 1.08% 0.110%
16 9.680 1287 1291 1295 rVB 17824 17115 1.19% 0.122%

17 9.733 1295 1300 1303 rBV 985144 887528 61.94% 6.304%
18 9.763 1303 1305 1312 rVB 140384 132842 9.27% 0.943%

19 9.939 1332 1335 1340 rBvV 84115 82389 5.75% 0.585%
20 10.174 1372 1375 1378 rVB2 19025 16212 1.13% 0.115%
21 10.280 1390 1393 1399 rBV 160635 148272 10.35% 1.053%
22 10.439 1417 1420 1424 rVB 23900 23298 1.63% 0.165%
23 10.521 1430 1434 1447 rBV 248738 283691 19.80% 2.015%
24 10.645 1452 1455 1461 rVB 29365 31142 2.17% 0.221%
25 10.827 1480 1486 1488 rBV2 24026 30760 2.15% 0.218%
26 11.092 1529 1531 1532 rBV 20732 16612 1.16% 0.118%
27 11.110 1532 1534 1539 rVB 44888 48753 3.40% 0.346%

28 11.210 1548 1551 1553 rBV 1062350 946066 66.02% 6.719%
29 11.233 1553 1555 1560 rvVv 814798 744177 51.93% 5.285%
30 11.286 1561 1564 1568 rVV 220568 211572 14.77% 1.503%

31 11.327 1568 1571 1574 rVB4 11957 17605 1.23% 0.125%
32 11.445 1586 1591 1594 rBV 60663 70982 4._.95% 0.504%
33 11.515 1599 1603 1606 rBV3 24217 24652 1.72% 0.175%
34 11.616 1616 1620 1625 rVB2 50856 51767 3.61% 0.368%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032619\

Data File : BF113320.D

Acg On : 27 Mar 2019 5:12 Instrument :

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

3?22Ie : K1693-13 10X By

ALS Vial : 24 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-BF032519._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.715 1633 1637 1639 rBV 62074 68454 4.78% 0.486%
36 11.739 1639 1641 1645 rVB 81038 77502 5.41% 0.550%
37 11.786 1647 1649 1652 rVB 29977 25075 1.75% 0.178%
38 11.821 1652 1655 1658 rBV 125968 129105 9.01% 0.917%
39 11.921 1669 1672 1674 rBV 31669 24641 1.72% 0.175%
40 12.004 1683 1686 1689 rBVY 45260 46120 3.22% 0.328%
41 12.033 1689 1691 1696 rVB5 19643 20787 1.45% 0.148%
42 12.186 1714 1717 1719 rBV2 19356 17586 1.23% 0.125%
43 12.263 1726 1730 1732 rBVY 39487 43355 3.03% 0.308%

44 12.292 1732 1735 1737 rVV 229997 208287 14.54% 1.479%
45 12.315 1737 1739 1742 rVV2 203505 171752 11.99% 1.220%

46 12.345 1742 1744 1748 rVB3 25205 29193 2.04% 0.207%
47 12.415 1751 1756 1761 rBV 750641 753351 52.57% 5.351%
48 12.568 1780 1782 1786 rVB 19613 19138 1.34% 0.136%
49 12.645 1789 1795 1798 rBVY 710529 712621 49.73% 5.061%
50 12.762 1813 1815 1816 rBV2 34366 28350 1.98% 0.201%
51 12.786 1816 1819 1828 rVB 536769 537766 37.53% 3.819%
52 12.868 1828 1833 1835 rBV3 40567 68851 4._80% 0.489%
53 12.951 1844 1847 1848 rBV2 27613 30657 2.14% 0.218%

54 12.974 1848 1851 1855 rVB 113023 105542 7.37% 0.750%
55 13.039 1858 1862 1865 rVV2 111967 121520 8.48% 0.863%

56 13.074 1866 1868 1876 rVB2 55759 75070 5.24% 0.533%
57 13.374 1916 1919 1921 rBV2 39614 39789 2.78% 0.283%
58 13.615 1958 1960 1962 rVB 49388 32256 2.25% 0.229%

59 13.839 1993 1998 2001 rBV2 1241763 1432917 100.00% 10.177%
60 13.862 2001 2002 2010 rVB 258740 183085 12.78% 1.300%

61 14.315 2077 2079 2082 rBV2 79263 69720 4.87% 0.495%
62 14.845 2166 2169 2177 rBV 171253 308652 21.54% 2.192%

63 15.180 2224 2226 2232 rVB 129431 149238 10.41% 1.060%
64 15.239 2232 2236 2239 rBV 646863 795035 55.48% 5.647%

Sum of corrected areas: 14079907
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113320.D
1400000
1200000
1000000
6.70
800000
600000
400000 6.35 6.86

200000 ’L 7'Ai3

T e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113320.D

1400000

1200000

11.21
9.73
1000000{ 799

11.23 12.42
800000 12.64

600000
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400000
10.52
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200000 0.04
8.74180 B .4410.640.83 1i.dd 3 73
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Abundance TIC: BF113320.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 unknown6.47 Concentration Rank 1

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

6.47 10.74 ng 413292 1,4-Dichlorobenzene-d4 6.70
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 745 (6.469 min): BF113320.D (-742) (-) m/z 132.00 100.00%
5000 68 &
40 54 % J 6.20 6.40 6.60 6.80
o AR T N | R — m/z 68.00 43.65%
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 133.90 31.65%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 640 6.60 680
5000 67 m/z 66.00 27.04%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
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 68.95 16.14%
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\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 2

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

9.06 8.87 ng 393747 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-fluoro- 172 C12H9F 000321-60-8 96
2 1,1"-Biphenyl, 4-fluoro- 172 C12H9F 000324-74-3 93
3 4-(2-Hydroxyphenyl)pyrimidine 172 C10H8N20 068535-55-7 58
4 2-(2-HydroxyphenyD)pyrimidine 172 C10H8N20 064435-20-7 38
5 1-Naphthalenecarboxylic acid 172 C11H802 000086-55-5 38

Abundance Scan 1186 (9.063 min): BF113320.D (-1182) (-) m/z 172.00 100.00%
172
5000 J
51 75 85 133 146 8.80 9.00 9.20 9.40
Ol 2 93 [ 099100120 T TS m/z 171.00 33.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
5000 L LS UL LR IR
8.80 9.00 9.20 9.40
m/z 170.00 23.19%
ol 14 27 39 81 63 75 © 85 94 107 120 133 146 157 ﬂ\
miz--> A N A ST YA T
Abundance
172
880 9.00 920 940
5000 m/z 173.00 12.40%
73 85
0 28 39 51 63 94 105 120 133 151
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39719: 4-(2-Hydroxyphenyl)pyrimidine S  Ea s m e
172 8.80 9.00 9.20 9.40
m/z 85.00 5.68%
5000
0 39 52 6372 86 104 1}8 145 |
m/z--> 20 40 6|0 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.82 2.73 ng 129105 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 93
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 72
3 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCl103S 036155-87-0 50
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30

Abundance Scan 1655 (11.821 min): BF113320.D (-1652) (-) m/z 190.00 100.00%
140
5000
94
63 81 | 163 11.60 11.80 12.00 12.20
ol 2L 03 | 130 125137149 JpTa7s Il 209 | h777189.00  99.28%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000

11.60 11.80 12.00 12.20

94 m/z 191.00 33.33%
ol 273950 63 8 | 110122 137150188 178 ||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189
11.60 11.80 12.00 12.20
5000 m/z 192.00 29.76%
94
81 163
L L S U L L UL UL WL WL B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
19

45 0 11.60 11.80 12.00 12.20

146 m/z 94.60 27 .25%
5000 82
117
57
ol C A Wi
o 3% l‘:“.“lhiw‘ Ll L% ,HM lh} %3‘0 ,‘. | ,H‘l e ‘ e ST
mz-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 5 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.29 4.40 ng 208287 Phenanthrene-d10 11.21
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, methy... 294 C19H3402 002462-85-3 98
3 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 94
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 94
5 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 91
Abundance Scan 1735 (12.292 min): BF113320.D (-1732) (-) m/z 67.00 100.00%
67
o J@
206 RN SRR BN B
135150 189 12.00 12.20 12.40 12.60
173 263
o I— 20 2% "m/z 81.00 84.19%
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
5000 SRR SRR BN B
12.00 12.20 12.40 12.60
m/z 55.00 67.73%
o I 135150 478 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 SRR SRR BN B
95 12.00 12.20 12.40 12.60
5000 m/z 95.00 58.48%
ol 26 185130 17 223 263 p79294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)- e
12.00 12.20 12.40 12.60
m/z 41.00 51.74%
41
5000
0 Jm/“d
o 196151167182 200204 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 6 10-Octadecenoic acid, methy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.32 3.63 ng 171752 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 87
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 83
3 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 81
4 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 76
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 76
Abundance Scan 1740 (12.321 min): BF113320.D (-1737) (-) m/z 73.95 100.00%

3

5000
12.00 12.20 12.40 12.60
0 m/z 69.00 89.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

r

12.IOO 12!20 12.I40 12!60
m/z 86.90 83.87%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

55
74 12.00 12.20 12.40 12.60
5000 m/z 55.00 83.08%
97
29 264

o 123138153 180 507222 545 | 79 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester T
12.00 12.20 12.40 12.60

m/z 97.00 67 .29%

§

5000

264
180 507222 248 296

T T T T
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

3
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113320.D

Acq On : 27 Mar 2019 5:12

Operator : JU/SJ

Sample : K1693-13 10X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 .47 6.47 10.7 ng 413292 1 6.70 769912 20.0
1,1"-Biphenyl, 2-__. 9.06 8.9 ng 393747 3 9.73 887528 20.0
4H-Cyclopenta[def... 11.82 2.7 ng 129105 4 11.21 946066 20.0
9,12-Octadecadien... 12.29 4.4 ng 208287 4 11.21 946066 20.0
10-Octadecenoic a... 12.32 3.6 ng 171752 4 11.21 946066 20.0
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