LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample = K5154-25

Misc :

ALS Vial : 24 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 2.340 34 43 49 rVB 132709 201948 2.16% 0.332%
2 2.470 61 65 78 rvB 70187 99398 1.07% 0.164%
3 4_.475 401 406 417 rBV 1147767 1325279 14.20% 2.182%
4 5.393 558 562 565 rBY 4262376 3745592 40.14% 6.166%
5 6.405 730 734 750 rBVY 3358083 3061679 32.81% 5.040%
6 6.540 753 757 760 rBY 6721604 5853369 62.72% 9.636%
7 6.763 792 795 799 rBVY 1930120 1519354 16.28% 2.501%
8 6.922 818 822 825 rBVY 5988601 4865375 52.13% 8.010%
9 7.328 886 891 894 rBVY 3792272 3518054 37.70% 5.792%
10 8.046 1010 1013 1017 rBY 2238114 1901193 20.37% 3.130%

11 8.440 1076 1080 1085 rBV 244730 208408 2.23% 0.343%
12 9.128 1193 1197 1201 rBV 8501672 7658142 82.06% 12.607%
13 9.522 1261 1264 1268 rBV 512527 395899 4.24% 0.652%
14 9.810 1310 1313 1317 rVB 3031247 2325157 24.91% 3.828%
15 10.610 1444 1449 1452 rBV 5185290 4833971 51.80% 7.958%

16 11.310 1564 1568 1571 rBV 2822553 2425123 25.99% 3.992%
17 11.375 1575 1579 1583 rVvB2 110505 116595 1.25% 0.192%
18 11.851 1657 1660 1669 rBV2 344581 361872 3.88% 0.596%
19 12.646 1792 1795 1802 rBV 110914 142792 1.53% 0.235%
20 12.916 1837 1841 1844 rBV 9378876 9332378 100.00% 15.364%

21 13.834 1993 1997 2004 rBV2 480251 695525 7.45% 1.145%
22 13.981 2018 2022 2026 rBV 2905761 2481196 26.59% 4._.085%
23 14.157 2049 2052 2058 rBV 199097 196311 2.10% 0.323%
24 14.469 2102 2105 2109 rBV 272218 243034 2.60% 0.400%
25 14.775 2155 2157 2161 rVB 284372 279386 2.99% 0.460%

26 15.122 2213 2216 2220 rVB 309968 340248 3.65% 0.560%
27 15.463 2269 2274 2278 rBV 1822084 2231421 23.91% 3.674%
28 15.504 2278 2281 2289 rVB 287280 384931 4.12% 0.634%

Sum of corrected areas: 60743630
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator : JU

Sample . K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

Abundance TIC: BP000558.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample : K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.54 Concentration Rank 1

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

6.54 77.05 ng 5853370 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 757 (6.540 min): BPO00558.D (-753) (-) m/z 132.00 100.00%
132
5000
68
%6 620 6.40 6.60 6.80
40 - - : -
ol s Lo L 174203231260280 _ 340369399 432460490518547 m/z 134.00 33.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 IS SSEREL SERE SAE SRR
o7 6.20 6.40 6.60 6.80
3 m/z 68.05 30.70%
0 S SR SRS SRS SN SRS S S SR B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
S SSERE SRR SR SRR
6.20 6.40 6.60 6.80
5000 m/z 65.95 20.21%
o2 5 10
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine T .{\. T
132 6.20 6.40 6.60 6.80
m/z 96.00 14.63%
5000
33 91
OI”JJﬁ%L“"”I'”' | LY UL B LI SIS L B S SSERE SRR SR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80

8270-BP100119.M Tue Oct 08 12:25:09 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample : K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.85 2.98ng 361872  Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1660 (11.851 min): BP0O00558.D (-1657) (-) m/z 72.95 100.00%
73
43
5000
213 LI SN B IR B
256 11.60 11.80 12.00 12.20

o 285 330359 391421451478509 547
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 59.95 74 .55%

Abundance #107549: n-Hexadecanoic acid
6
5000 LIS B L L L L
11.60 11.80 12.00 12.20
0
157105213 256 m/z 43.05 65.36%
04

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid

o o S L;—’J

11.60 11.80 12.00 12.20

5000 m/z 57.05 58.39%
J 129 171 214
Ol 'WPL{.“...A.” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 LJL‘_J
Abundance #95851: Pentadecanoic acid e
43 |73 11.60 11.80 12. OO 12 20
m/z 55.00 54 _.63%
5000 129
199
7 242
e oM

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample : K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.61 ng 695525 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 92
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1996 (13.828 min): BP0O00558.D (-1993) (-) m/z 83.10 100.00%

5000 111

[61]

T
o]
W

13.60 13.80 14.00 14.20

11 39167195 237 280309 355385 439 476505 540

O I B e LN R s e e R e m/z 57.10 95.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83
5000 111 LA L L L L L LB
13 60 13. 80 14. 00 14. 20
m/z 97.10 90.68%
39
o 2y Pl 167196224252280308
R o e e B LN B R e s e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97
R RS RmEEE m
13.60 13.80 14.00 14.20
5000 m/z 69.10 79.95%
125
29 53
oL, 1193181210238266 308336
R o e e BB s e i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate  EREmsEEE s S
57 97 13.60 13.80 14.00 14.20
m/z 55.00 78.01%
5000
125
29

(153182710238266 311 362

O N e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample : K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 7 Eicosane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.50 ng 279386 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2156 (14.769 min): BPO00558.D (-2155) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 75.64%

141 178207

o 257287 319 367 420 469 511541

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl-

5000 T
14.40 14.60 14.80 15.00

m/z 85.10 62.73%

99 238 281
0 | 127155183210%38 | 309337365394

B i e e R e R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

B e N EEE e
14.40 14.60 14.80 15.00
5000 m/z 43.10 53.52%

o 141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane R B o e
14.40 14.60 14.80 15.00

m/z 69.05 21.00%

5000

365393

141169197225 267295
e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP100719\
Data File : BP000558.D

Aca On : 07 Oct 2019 21:21

Operator :© JU

Sample : K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 8 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.12 3.05 ng 340248 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2216 (15.122 min): BP0O00558.D (-2213) (-) m/z 57.10 100.00%

5000

14.80 15.00 15.20 15.40

141169 211230267295323 373401431458

494521549

0 m/z 71.10 85.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57
5000 85 LA L L L L L LB B |
14.80 15.00 15.20 15.40
13 m/z 85.10 67.45%
o2 |7 141169197205 267205 365393
R e o A I B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
R RS R
14.80 15.00 15.20 15.40
5000 a5 m/z 43.10 52.85%

113
[ 7441169197 2?9267294323352

o A e e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane AR e RE R
57 14.80 15.00 15.20 15.40
m/z 99.10 23.05%
5000 85
29
oL fﬁmmmmmmmsw
e e - AL
miz--> 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\HPCHEM1\BNA_P\DATA\BP100719\
Data File : BP000558.D

Acq On : 07 Oct 2019 21:21

Operator : JU

Sample - K5154-25

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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 .54 6.54 77.0 ng 5853370 1 6.76 1519350 20.0
n-Hexadecanoic acid 11.85 3.0 ng 361872 4 11.31 2425120 20.0
Behenic alcohol 13.83 5.6 ng 695525 5 13.98 2481200 20.0
Eicosane, 9-octyl- 14.77 2.5 ng 279386 6 15.46 2231420 20.0
2-methyloctacosane 15.12 3.0 ng 340248 6 15.46 2231420 20.0
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