LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113102.D

Aca On : 18 Mar 2019 20:39 Instrument :

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

3?22'6 : K1691-11 5X CL-01-031519-B

ALS Vial : 20 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-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 heiaht area % max. total
1 5.339 549 553 563 rBV 700812 744168 54.27% 4 .953%
2 6.369 724 728 744 rBV 900320 894863 65.26% 5.957%
3 6.498 746 750 759 rBVY 1046612 881901 64.32% 5.870%
4 6.728 786 789 800 rBVY 1145070 939188 68.50% 6.252%
5 6.881 812 815 825 rBV 768294 725194 52.89% 4.827%
6 7.286 880 884 891 rBV 475228 495827 36.16% 3.300%
7 8.010 1003 1007 1013 rBvV 1122202 1049854 76.57% 6.988%
8 9.086 1186 1190 1203 rBV 858817 1031734 75.25% 6.868%
9 9.175 1203 1205 1210 rVB2 21451 24591 1.79% 0.164%
10 9.480 1254 1257 1262 rBvV2 40430 54002 3.94% 0.359%
11 9.622 1279 1281 1287 rBV 21051 19895 1.45% 0.132%
12 9.704 1292 1295 1301 rBV 22252 20645 1.51% 0.137%
13 9.763 1301 1305 1321 rVB 1095648 1192392 86.96% 7.937%
14 10.198 1377 1379 1385 rvB2 27908 26295 1.92% 0.175%
15 10.304 1395 1397 1405 rvB2 17420 25418 1.85% 0.169%
16 10.422 1414 1417 1420 rvVB2 23880 20690 1.51% 0.138%
17 10.545 1434 1438 1450 rBvV 505687 549122 40.05% 3.655%
18 10.674 1456 1460 1467 rVB2 43126 69012 5.03% 0.459%
19 11.116 1533 1535 1537 rBvV 30180 26244 1.91% 0.175%
20 11.145 1537 1540 1545 rVB2 28479 43998 3.21% 0.293%

21 11.239 1552 1556 1559 rBV 1164601 1127123 82.20% 7.503%
22 11.263 1559 1560 1564 rVvVv 227152 151499 11.05% 1.008%

23 11.316 1567 1569 1573 rVB 35188 38609 2.82% 0.257%
24 11.539 1605 1607 1610 rVB2 24854 21698 1.58% 0.144%
25 11.639 1621 1624 1631 rBvV4 37574 53650 3.91% 0.357%
26 11.739 1638 1641 1644 rBV 42838 45938 3.35% 0.306%
27 11.774 1644 1647 1652 rVV2 86059 117610 8.58% 0.783%
28 11.851 1656 1660 1662 rVV2 77222 94374 6.88% 0.628%
29 11.874 1662 1664 1668 rVV 43422 48620 3.55% 0.324%
30 11.910 1668 1670 1674 rVV3 21224 30735 2.24% 0.205%
31 11.945 1674 1676 1679 rVvV 39769 38951 2.84% 0.259%
32 11.974 1679 1681 1684 rVB2 19060 17297 1.26% 0.115%
33 12.033 1689 1691 1693 rBV 25642 25079 1.83% 0.167%
34 12.063 1693 1696 1701 rVB4 32356 52454 3.83% 0.349%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113102.D

Aca On : 18 Mar 2019 20:39

Operator : JU/SJ

Sample : K1691-11 5X

Misc :

ALS Vial : 20 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-BF022719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.168 1711 1714 1715 rBV2 21760 21010 1.53% 0.140%
36 12.216 1720 1722 1724 rBV2 27242 30761 2.24% 0.205%
37 12.286 1731 1734 1737 rBV 61905 69479 5.07% 0.462%

38 12.321 1737 1740 1742 rVVv2 127016 139003 10.14% 0.925%
39 12.345 1742 1744 1746 rVV 133520 111105 8.10% 0.740%

40 12.368 1746 1748 1753 rVB3 29324 40192 2.93% 0.268%
41 12.445 1758 1761 1765 rVV 293072 248879 18.15% 1.657%
42 12.568 1780 1782 1784 rBV2 24101 20258 1.48% 0.135%
43 12.674 1795 1800 1803 rBV 295118 311345 22.71% 2.072%
44 12.704 1803 1805 1807 rVB2 41757 37305 2.72% 0.248%
45 12.815 1821 1824 1831 rVB 1084972 992559 72.39% 6.607%
46 13.063 1863 1866 1869 rBV3 51286 59959 4._.37% 0.399%
47 13.404 1921 1924 1926 rBVY 55740 60280 4._.40% 0.401%

48 13.868 1998 2003 2006 rBVY 1305382 1371126 100.00% 9.127%
49 15.280 2239 2243 2246 rBVY 711766 811306 59.17% 5.400%

Sum of corrected areas: 15023237
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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\BF031819\

BF113102.D

18 Mar 2019 20:39

JussJ

K1691-11 5X

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113102.D
1500000
6.73
6.50
1000000 6.37
6.88
5.34
500000 7.29
(O L E e e e e B e e B e B e e e e B A B S e s B B e B e B B e e
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: BF113102.D
1500000
12.82
11.24
8.01 9.76
1000000
9.09
10.55
500000 12.4412.67
13.06
J 9.17 9-483.92# 10.2920.4710.67 1l
O T e T e me e e e — — — — ——
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113102.D
1387
1500000 15.28
1000000
500000
8.40
01— ——— — — — — ——— — T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113102.D

Aca On : 18 Mar 2019 20:39

Operator : JU/SJ

Sample : K1691-11 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 unknown6.50 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.50 18.78 ng 881901 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 750 (6.498 min): BF113102.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0 L_
00 si0 || 0 | "oho o ok 5k
o} L L T o S T m/z 68.00 40.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000

6.20 6.40 6.60 6.80
m/z 134.00 32.12%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e  EEEE L a
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.69%
41.0 97.0
‘ ‘ 117.0
ool Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 68.95 15.25%
74.0
5000 98.0 116.0
SIS PR W T WY Y14 S (0
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\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113102.D

Aca On : 18 Mar 2019 20:39

Operator : JU/SJ

Sample : K1691-11 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.09 ng 117610 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 55
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 49
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 46
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 46
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 46
Abundance Scan 1646 (11.768 min): BF113102.D (-1644) (-) m/z 192.00 100.00%
1
5000
43.0 72.9
94.9 1139 1410 1650 11.40 11.60 11.80 12.00
01 m/z 191.00 58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0
5000
11.40 11.60 11.80 12.00
m/z 189.00 28.23%
83.0 165.0
oL15.0 39.0 63.0 115.0 139.0 1 W
miz--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #54737: Anthracene, 9-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 43.00 18.11%
96.0
miz--> 20 40 60 80 100 120 140 160 180 200 |
Abundance #54741: Anthracene, 1-methyl- L BT o e
192.0 11.40 11.60 11.80 12.00
m/z 72.90 17 .85%
5000
165.0
0 27.0 63.0 96.0 11350 1390 | | w\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\
Data File : BF113102.D

Aca On : 18 Mar 2019 20:39

Operator : JU/SJ

Sample : K1691-11 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 6-Dodecyne Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.47 ng 139003 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecvne 166 C12H22 006975-99-1 70
2 7-Hexadecvne 222 C16H30 074685-28-2 64
3 1.11-Dodecadiene 166 C12H22 005876-87-9 64
4 4_.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 62
5 1-Tetradecyne 194 C14H26 000765-10-6 58
Abundance Scan 1740 (12.321 min): BF113102.D (-1737) (-) m/z 67.00 100.00%
1.0
=000 JA/W
101350 16400 riop 2632 | | 1200 1220 1240 1760 |
0 m/z 81.00 92 .99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35138: 6-Dodecyne
67.0
95.0
5000 410 LA L L L L L B LB L |
12.00 12.20 12.40 12.60
m/z 55.00 68.81%
0l15.0 1370 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79550: 7-Hexadecyne
67.0
. R e e A REaE
410 12.00 12.20 12.40 12.60
5000 m/z 95.00 57.51%
0 I, . 43.0165.0 193.0 218.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35153: 1,11-Dodecadiene e AREEEEEaSEE
55.0 12.00 12.20 12.40 12.60
81.0 m/z 41.00 55.11%
5000
29.0 109.0
0...,.“.,M.Jw.u..ﬂ...,”W.,wiﬁﬁg.nqup.............“...,”. I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. OO 12. 20 12. 40 12 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031819\
Data File : BF113102.D

Acq On : 18 Mar 2019 20:39

Operator : JU/SJ

Sample : K1691-11 5X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .50 6.50 18.8 ng 881901 1 6.73 939188 20.0
Anthracene, 2-met... 11.77 2.1 ng 117610 4 11.24 1127120 20.0
6-Dodecyne 12.32 2.5 ng 139003 4 11.24 1127120 20.0
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