LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101319\
Data File : BP0O00689.D
Aca On : 13 Oct 2019 00:00 Instrument :
Operator : JU gyA{é el

- _ lentosampleld :
3?22'6 : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 4.958 481 488 491 rBVY 2237178 2846723 49.27% 6.594%
2 5.369 555 558 576 rVB 936690 950296 16.45% 2.201%
3 6.387 727 731 742 rBVY 3065533 2936093 50.82% 6.801%
4 6.516 750 753 757 rBVY 2044564 1727205 29.89% 4.001%
5 6.746 789 792 796 rBVY 1505863 1288571 22.30% 2.985%
6 6.816 801 804 811 rBV 87558 75894 1.31% 0.176%
7 6.905 815 819 822 rBVY 4513924 3699539 64.03% 8.569%
8 7.310 883 888 891 rBVY 3049861 2643488 45.75% 6.123%
9 7.528 921 925 928 rVB 94947 86556 1.50% 0.200%
10 8.034 1007 1011 1014 rBV 1859593 1609523 27.86% 3.728%

11 9.116 1191 1195 1198 rBV 6555012 5446914 94.27% 12.617%
12 9.510 1259 1262 1265 rBV 1049024 773604 13.39% 1.792%
13 9.793 1307 1310 1314 rVB 2092542 1896629 32.83% 4 _.393%
14 10.316 1396 1399 1402 rVB2 157697 140006 2.42% 0.324%
15 10.587 1442 1445 1453 rBV2 644320 656794 11.37% 1.521%

16 10.716 1464 1467 1475 rVB4 62714 108352 1.88% 0.251%
17 11.022 1516 1519 1521 rBV 70116 66272 1.15% 0.154%
18 11.157 1538 1542 1548 rBV 433651 417535 7.23% 0.967%
19 11.293 1561 1565 1568 rBV 2477954 2055343 35.57% 4.761%
20 11.316 1568 1569 1572 rVV 124750 69539 1.20% 0.161%

21 11.363 1574 1577 1581 rVB2 216003 194805 3.37% 0.451%
22 12.522 1770 1774 1777 rBV 305455 274231 4._.75% 0.635%
23 12.751 1808 1813 1816 rBV 318906 305155 5.28% 0.707%
24 12.898 1834 1838 1842 rBV 6279585 5777687 100.00% 13.383%
25 13.087 1867 1870 1873 rVB 99833 97661 1.69% 0.226%

26 13.151 1878 1881 1884 rVB2 89163 91257 1.58% 0.211%
27 13.816 1990 1994 2001 rBV3 478666 657578 11.38% 1.523%
28 13.963 2014 2019 2022 rBV 2227122 2362550 40.89% 5.473%
29 13.992 2022 2024 2027 rVB 169157 141933 2.46% 0.329%
30 14.145 2047 2050 2054 rBV2 104341 94885 1.64% 0.220%

31 14.457 2100 2103 2106 rBV2 138103 130369 2.26% 0.302%
32 14.763 2152 2155 2158 rBV 101859 101051 1.75% 0.234%
33 15.016 2194 2198 2201 rBV 192319 296742 5.14% 0.687%
34 15.104 2210 2213 2220 rVB2 142979 209077 3.62% 0.484%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

3?22'6 : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.316 2246 2249 2255 rVB 146347 182677 3.16% 0.423%
36 15.375 2256 2259 2265 rBV 190397 253853 4_.39% 0.588%
37 15.439 2266 2270 2275 rBV 1638153 1944451 33.65% 4._.504%
38 15.928 2349 2353 2357 rBV 83734 126875 2.20% 0.294%
39 16.145 2388 2390 2404 rVB7 76204 168746 2.92% 0.391%
40 16.904 2515 2519 2525 rVB2 69685 123808 2.14% 0.287%

41 17.339 2589 2593 2604 rVB 65907 141042 2.44% 0.327%

Sum of corrected areas: 43171309

8270-BP100119.M Mon Oct 14 18:18:16 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

ﬁ?ggle : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP000689.D
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Abundance TIC: BP000689.D
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Abundance TIC: BP000689.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101319\
Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator :© JU

Sample : K5348-12

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown4.96 Concentration Rank 2

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

4.96 44_.18 ng 2846720 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 Acetone 58 C3H60 000067-64-1 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 488 (4.958 min): BP000689.D (-481) (-) m/z 43.00 100.00%
43
5000
101
, - 460 480 500 520
Ol L 181 179207235265294322 357386417 449479511539 m/z 59.05 68.76%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A N R R
4.60 4.80 5.00 5.20
m/z 101.10 32.94%
101
O I I I e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
460 480 500 520
0
5000 101 m/z 58.05 19.87%
RECNIE
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine L e L
59 4.60 4.80 5.00 5.20
m/z 41.00 8.71%
5000{ 18
Ot e e AR RS AR AR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

ﬁ?ggle : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2 unknown6.52 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.52 26.81 ng 1727210 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.522 min): BP000689.D (-750) (-) m/z 132.00 100.00%
132
5000
68
R B
l 180209237264291317 358 388 418446473501528 §:20_540 560 550
0..?,”H.“. T T T e P T T m/z 133.95 33.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LA L L L LB L LB L |
6.20 6.40 6.60 6.80
31 m/z 68.05 30.58%
o.hJ.m.,” I B e .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R R S REEREEEE ey
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.49%
97
s
0...J‘,‘L.ﬂ.‘u.“.,.lt..,....,.... R B AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
m/z 96.00 13.33%
5000 98
olrrhed il L g 160180 SN | W —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

ﬁ?ggle : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl11.16 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.16 4_.06 ng 417535 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5.5.8a-Trimethvldecalin-1-one 194 C13H220 1000195-96-1 38
2 1-Methvl-3-n-propvl-2-pvrazolin-... 140 C7H12N20 031272-04-5 27
3 Cvclohexanone. 3-(4-hvdroxvbutvl... 184 C11H2002 091212-98-5 27
4 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 22
5 Phosphonic acid, methyl-, 2,2-di... 220 C10H2103P 1000273-45-9 22

Abundance Scan 1542 (11.157 min): BP0O00689.D (-1538) (-) m/z 111.00 100.00%

111
43

178
5000 140

10.80 11.00 11.20 11.40

232 277

332 368 411439468 500 543

0 m/z 43.00 65.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56378: 5,5,8a-Trimethyldecalin-1-one
111
5000 LA L L L L L LB
M81 10.80 11.00 11.20 11.40
m/z 178.10 49 _56%
179
138
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18279: 1-Methyl-3-n-propyl-2-pyrazolin-5-one
111
43
10.80 11.00 11.20 11.40
5000 140 m/z 140.10 38.91%
15
83
0 R s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

50

100 150 200 250 300 350 400 450 500 550

Abundance #48547: Cyclohexanone, 3-(4-hydroxybutyl)-2-methyl-
10.80 11.00 11.20 11.40
m/z 107.05 31.28%
5000
141 184 ﬁ/LAANvAAmeNJL\Mﬁ_f___hm*~¢
o A

10. 80 11. 00 11.20 11.40

8270-BP100119.M Mon Oct 14 18:18:18 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

ﬁ?ggle : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.57 ng 657578 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 97
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 1995 (13.822 min): BP0O00689.D (-1990) (-) m/z 57.10 100.00%
57
97
5000
1125 1360 13.80 14.00 14.20
154 230 . . . :
oL AARLLALf2482 20, 280308 340368 401430450489 533 | s g3 10 76. 647
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 LR SRR BRI SULBURA SR
13.60 13.80 14.00 14.20
111 m/z 97.10 72 .79%
o 2 1 ﬂ§9167196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
97 R AN SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 43.10 68.36%
125
o . l 153182210 266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 BREmEEEs
57 197 13.60 13.80 14.00 14.20
m/z 71.10 68.34%
5000
125
29 l 53
oL b 193181210238266 308336
m/z--> §o 100 1%0 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101319\

Data File : BP000689.D

Aca On : 13 Oct 2019 00:00

Operator : JU

ﬁ?ggle : K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 6 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.15 ng 209077 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2212 (15.098 min): BPO00689.D (-2210) (-) m/z 57.10 100.00%
g7
85
5000
141169 14.80 15.00 15.20 15.40
O .|, L, ‘I, L - 197225253281308 357 400430457 504531 | 7o 7110 86.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 L SRR B UL I
85 14.80 15.00 15.20 15.40
m/z 85.05 65.15%
0 %9 f13141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
14:80 15.00 15.20 15.40
5000 85 m/z 43.05 52.80%
i 3141160197 23967204323352 w»NVA»«MMMV«JARAVMAN&¢\J\vﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane R B B
14.80 15.00 15.20 15.40
m/z 55.00 23.00%
5000 8s m
‘ 141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_P\DATA\BP101319\

Data File : BP0O00689.D

Acq On : 13 Oct 2019 00:00

Operator : JU

3?22'6 - K5348-12 20190880-COMPOSITE-L
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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]
unknown4 .96 4.96 44_.2 ng 2846720 1 6.75 1288570 20.0
unknown6 .52 6.52 26.8 ng 1727210 1 6.75 1288570 20.0
unknownll.16 11.16 4.1 ng 417535 4 11.29 2055340 20.0
5-Eicosene, (E)- 13.82 5.6 ng 657578 5 13.96 2362550 20.0
Heptacosane 15.10 2.1 ng 209077 6 15.44 1944450 20.0
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