LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample = K5298-03

Misc :

ALS Vial : 17 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 4.951 483 487 507 rvVB 369343 489286 5.34% 0.779%
2 5.375 554 559 562 rBY 5482133 5258590 57.42% 8.372%
3 6.393 727 732 750 rBVY 5469522 5689720 62.13% 9.058%
4 6.522 750 754 757 rBVY 6335665 5711388 62.36% 9.093%
5 6.745 789 792 796 rBVY 1545125 1346841 14.71% 2.144%
6 6.904 815 819 823 rBVY 5566852 4916305 53.68% 7.827%
7 7.310 883 888 891 rBVY 4017687 3588562 39.18% 5.713%
8 8.034 1007 1011 1014 rBVY 2039294 1708149 18.65% 2.719%
9 9.116 1191 1195 1198 rBvY 8837483 7640018 83.42% 12.163%
10 9.510 1258 1262 1265 rBvV 1276532 941957 10.29% 1.500%

11 9.792 1307 1310 1314 rBV 2541003 2176195 23.76% 3.465%
12 10.592 1441 1446 1449 rBV 5381453 4904203 53.55% 7.808%
13 11.292 1561 1565 1569 rBV 2990928 2411391 26.33% 3.839%
14 11.363 1572 1577 1584 rVB2 224892 186488 2.04% 0.297%
15 12.904 1834 1839 1842 rBV 9263286 9158468 100.00% 14.581%

16 13.822 1988 1995 2015 rBV2 398638 821945 8.97% 1.309%
17 13.963 2015 2019 2023 rBV 2446179 2375793 25.94% 3.782%
18 14.457 2100 2103 2107 rBV 128543 113410 1.24% 0.181%
19 14.763 2152 2155 2163 rBV 195934 188138 2.05% 0.300%
20 15.104 2209 2213 2220 rBV 206959 232401 2.54% 0.370%

21 15.439 2264 2270 2274 rBV 1919416 2275149 24.84% 3.622%
22 15.486 2274 2278 2289 rVB 191698 266227 2.91% 0.424%

23 15.921 2347 2352 2359 rBV 142261 232179 2.54% 0.370%
24 16.433 2433 2439 2451 rVB 89096 178693 1.95% 0.284%

Sum of corrected areas: 62811496
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator : JU

Sample : K5298-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BP000646.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample - K5298-03

Misc :

ALS Vial : 17 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.95 7.27 ng 489286 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 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 487 (4.951 min): BP000646.D (-483) (-) m/z 43.00 100.00%
43
5000
101
460 4.80 5.00 5.20
Olprrr bl Ly 141169 207 240268206323 375407435468 501531 m/z 59.00 63.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR A RS SR

460 4.80 5.00 5.20
m/z 101.10 28.58%

15 101
o,l4.“..w..”,.”. R B e e e B i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
B B
4.60 4.80 5.00 5.20
5000 m/z 57.95 19.61%
101
15 13
oAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 4.60 4.80 5.00 5.20
m/z 41.05 8.22%
5000
. 126
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample - K5298-03

Misc :

ALS Vial : 17 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 2 unknown6.52 Concentration Rank 1

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

6.52 84.81 ng 5711390 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.522 min): BP000646.D (-750) (-) m/z 132.05 100.00%
132
5000
68
% '6.20 6.40 6.60 680
40 - - - -
Ol il .l,n. A L75203233262289318347 379407436466493521549 m/z 134.05 33.65%
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 BN ASEEE SARSE RRARE
o7 6.20 6.40 6.60 6.80
3 m/z 68.05 31.53%
0 S SERBEEE SR A S S SN S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
SERARSS BARSERARSERRARE
6.20 6.40 6.60 6.80
5000 m/z 66.05 20.68%
oz 10
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14500: 1H-Indazole, 7-methy!l- s e R
132 6.20 6.40 6.60 6.80
m/z 96.10 14 ._.75%
5000
47104
39
Ol'“*lh"w' SIS LI S DL SN S LI BN I BN SRS AR
mz-> 0 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\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample - K5298-03

Misc :

ALS Vial : 17 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 4 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.82 6.92 ng 821945 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 1995 (13.822 min): BP0O00646.D (-1988) (-) m/z 57.05 100.00%

l 15418, 216 248 13.60 13.80 14.00 14.20
O A R 4 270102 250717 280308 355 401429 478506535 | sz 83.10  93.68%

T T 1 1 1 1 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
56
83

5000 T
13. 60 13 80 14. OO 14. 20

L1l m/z 97.05 86.09%

2F| l 130 182210
oA L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol

56 83

13.60 13 80 14. OO 14.20

57 97
5000
1325

5000 111 m/z 69.05 79.17%
39
o 2y | 167196224252280308
L B o T e A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 197 13.60 13.80 14.00 14.20

m/z 55.05 77 .64%

5000
125
29 53
ok, I 181210238266 308336

_'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'
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\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample - K5298-03

Misc :

ALS Vial : 17 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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.04 ng 232401 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Docosane 310 C22H46 000629-97-0 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2212 (15.098 min): BPO00646.D (-2209) (-) m/z 57.05 100.00%
5000
141 14.80 15.00 15.20 15.40
o 169197 239267295323 355 401429 472 505 540 m/z 71.05 31.69%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
5000

14.80 15.00 15.20 15.40
m/z 85.10 64.60%

141169197225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
14.80 15.00 15.20 15.40
5000 m/z 43.05 56.62%

141169197225 267205 365393

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane R ERmmesae S
14.80 15.00 15.20 15.40
m/z 55.00 22.84%
5000

13
141 183211239067 310

’ T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000646.D

Aca On : 11 Oct 2019 21:10

Operator :© JU

Sample - K5298-03

Misc :

ALS Vial : 17 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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.04 ng 232179 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2352 (15.921 min): BPO00646.D (-2347) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20
m/z 71.05 82.59%

o 41 183211239 283310337365 401429459 506 541

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

5000
15.60 15.80 16.00 16.20

m/z 85.10 67 .25%

141169197225053 296

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

15.60 15.80 16.00 16.20
m/z 43.05 53.32%

5000

141169197225 267295 365393

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- T
57 15.60 15.80 16.00 16.20
m/z 99.10 24 _30%
5000 85

13
fd 141169197 2?9267296 352

N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101119\
Data File : BP000646.D

Acq On : 11 Oct 2019 21:10

Operator : JU

Sample - K5298-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.M
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]
2-Pentanone, 4-hy... 4_95 7.3 ng 489286 1 6.75 1346840 20.0
unknown6 .52 6.52 84.8 ng 5711390 1 6.75 1346840 20.0
Cyclopentadecane 13.82 6.9 ng 821945 5 13.96 2375790 20.0
Heneicosane 15.10 2.0 ng 232401 6 15.44 2275150 20.0
2-methyloctacosane 15.92 2.0 ng 232179 6 15.44 2275150 20.0
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