LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080619\

Data File : BF116036.D

Aca On : 7 Aug 2019 3:39 Instrument :

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

3?22'6 : K4090-01 2X OR-02-080219-A

ALS Vial : 22 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-BF073019.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 5.463 570 574 605 rBV 944149 1193061 72.90% 7.135%
2 6.469 742 745 766 rBVY 1145920 1310912 80.10% 7.840%
3 6.610 766 769 786 rVB 1495545 1335249 81.58% 7.985%
4 6.840 805 808 827 rVB 819445 758768 46.36% 4 .538%
5 6.998 831 835 851 rBVY 1256911 1101590 67.31% 6.588%
6 7.398 900 903 918 rBV 725472 807950 49.37% 4.832%
7 8.122 1023 1026 1047 rVB 1018988 950647 58.08% 5.685%
8 9.192 1205 1208 1220 rBvV 1729148 1636651 100.00% 9.788%
9 9.592 1272 1276 1284 rBV 76633 89214 5.45% 0.534%
10 9.875 1320 1324 1336 rBvV 1246371 1086311 66.37% 6.497%
11 10.663 1455 1458 1475 rBvV 598150 668251 40.83% 3.996%
12 10.775 1475 1477 1479 rBvV 21647 21677 1.32% 0.130%
13 11.222 1550 1553 1555 rBvV 25242 22484 1.37% 0.134%
14 11.257 1555 1559 1565 rvVB4 19840 26121 1.60% 0.156%
15 11.363 1573 1577 1588 rBvV 989667 1053499 64.37% 6.300%
16 11.604 1614 1618 1622 rBV5 10769 16752 1.02% 0.100%
17 11.651 1623 1626 1629 rVB 30541 26349 1.61% 0.158%
18 11.745 1639 1642 1645 rBvV 36280 32858 2.01% 0.197%
19 11.886 1663 1666 1672 rVB4 35612 50755 3.10% 0.304%
20 11.975 1678 1681 1683 rBV2 22408 20071 1.23% 0.120%
21 12.057 1692 1695 1699 rBV2 37536 31993 1.95% 0.191%
22 12.304 1732 1737 1741 rBV7Y 10532 17719 1.08% 0.106%
23 12.410 1752 1755 1757 rBV 31450 37473 2.29% 0.224%
24 12.433 1757 1759 1760 rVvVv 89339 78820 4.82% 0.471%
25 12.451 1760 1762 1765 rVB2 188278 154496 9.44% 0.924%
26 12.539 1774 1777 1780 rBV3 24839 21732 1.33% 0.130%
27 12.574 1780 1783 1788 rBV 112347 99667 6.09% 0.596%
28 12.674 1797 1800 1803 rBV3 22068 23384 1.43% 0.140%
29 12.804 1817 1822 1828 rBvV2 133608 183428 11.21% 1.097%
30 12.863 1829 1832 1835 rVB2 20834 21731 1.33% 0.130%
31 12.939 1841 1845 1855 rVB 1646602 1451407 88.68% 8.680%
32 13.169 1881 1884 1887 rBV2 42876 42522 2.60% 0.254%
33 13.239 1893 1896 1900 rBV3 21142 29129 1.78% 0.174%
34 13.510 1940 1942 1945 rBV 41664 35598 2.18% 0.213%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080619\
Data File : BF116036.D

Aca On > 7 Aug 2019 3:39

Operator : HP/JU

Sample : K4090-01 2X

Misc :

ALS Vial : 22 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-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.998 2021 2025 2029 rBV 933277 1004595 61.38% 6.008%
36 14.157 2049 2052 2057 rVB3 51942 57971 3.54% 0.347%
37 14.457 2101 2103 2106 rBV 65269 50571 3.09% 0.302%

38 15.092 2209 2211 2219 rVB 103373 146730 8.97% 0.878%
39 15.468 2270 2275 2282 rBV 769636 1022955 62.50% 6.118%

Sum of corrected areas: 16721091

8270-BF073019.M Wed Aug 07 16:41:56 2019 Page: 2



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\BF080619\

BF116036.D

7 Aug 2019  3:39

HP/JU

K4090-01 2X

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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\HPCHEMI\BNA F\DATA\BF080619\
Data File : BF116036.D

Aca On > 7 Aug 2019 3:39

Operator : HP/JU

Sample : K4090-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 35.20 ng 1335250 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 769 (6.610 min): BF116036.D (-766) (-) m/z 132.00 100.00%
132
5000 68
96 |"'w"“|L“'|“"|“
40 gy 2g | 106 6.20 6.40 6.60 6.80 7.00
o BAHNNE I  N | M— m/z 68.00 42.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 — T
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.85%
0! 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 640 6.60 6.80 7.00
5000 m/z 66.00 29.17%
39 91
71 G er | ws) |
0|||||‘||||‘||‘N||“l‘|||‘“|||‘ﬁ||“i‘|||‘||l“||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
117 m/z 68.95 17.32%
5000
39 51 65 77 3t
. }?I ?7..‘,..M‘.,Wﬂ - ...,1??..,...,. —
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080619\
Data File : BF116036.D

Aca On > 7 Aug 2019 3:39

Operator : HP/JU

Sample : K4090-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.93 ng 154496 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 94
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 76
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 58
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 58
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 53
Abundance Scan 1762 (12.451 min): BF116036.D (-1760) (-) m/z 55.00 100.00%

5000

-

111

153 180 204222 264 12.20 12.40 12.60 12.80
m/z 69.00 78 .92%

138

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

5

5000

12.20 12.40 12.60 12.80
m/z 73.95 78.86%

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 #141287: 14-Octadecenoic acid, methyl ester
56
69 12.20 12.40 12.60 12.80
5000 m/z 83.00 59.94%
87
29 264
111
125 222
o Ll 152 180 50779%36 278 296
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester  EBRE mE R
41 74 12.20 12.40 12.60 12.80
m/z 41.00 57.16%
- qup
0 S
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080619\
Data File : BF116036.D

Aca On > 7 Aug 2019 3:39

Operator : HP/JU

Sample : K4090-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 2.87 ng 146730 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptadecane 240 C17H36 000629-78-7 89
3 Heneicosane 296 C21H44 000629-94-7 76
4 Hexadecane 226 C16H34 000544-76-3 70
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 68
Abundance Scan 2211 (15.092 min): BF116036.D (-2209) (-) m/z 57.00 100.00%
57
85
5000
oL, ...,-.-.'JI-I Ly -1‘.31...,.A1.~.-.~,l....,...-.-,--.:.. m/z 71.00 72.81%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 a5 LI RS B SUMILE B
14.80 15.00 15.20 15.40
29 m/z 43.00 67 .50%
oL vl 4113 141 169 197 225 253 281 309 338
m/z--> 50 100 1%0 200 250 300 350
Abundance #94346: Heptadecane
57
o5 14,80 15.00 15.20 15.40
5000 m/z 85.05 60.27%
29
Ly \113 141 169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane AR EEREE L
57 14.80 15.00 15.20 15.40
m/z 55.00 27 .91%
85
5000
29 113
oL ‘ | 1 J I Jl$1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080619\
Data File : BF116036.D

Acq On > 7 Aug 2019 3:39

Operator : HP/JU

Sample - K4090-01 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6.61 6.61 35.2 ng 1335250 1 6.84 758768 20.0
9-Octadecenoic ac... 12.45 2.9 ng 154496 4 11.36 1053500 20.0
Tetracosane 15.09 2.9 ng 146730 6 15.47 1022960 20.0
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