LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 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 P\METHODS\8270-BP121919.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 5.605 594 598 610 rVB 87901 129268 11.33% 1.140%
2 6.205 694 700 709 rBV 729223 872184 76.42% 7.692%
3 7.746 956 962 971 rBV 759528 924854 81.04% 8.157%
4 7.934 988 994 1005 rBV 855288 1000834 87.70% 8.827%
5 8.299 1051 1056 1064 rVB 353919 403566 35.36% 3.559%
6 8.540 1091 1097 1103 rBV 829064 933815 81.82% 8.236%
7 9.181 1199 1206 1210 rBV 679791 796722 69.81% 7.027%
8 10.334 1396 1402 1411 rBV 412739 475359 41.65% 4.193%
9 12.116 1697 1705 1717 rBV 980176 1141237 100.00% 10.065%
10 12.787 1813 1819 1828 rVB 88041 104688 9.17% 0.923%
11 13.081 1861 1869 1875 rBvV3 8700 20563 1.80% 0.181%

12 13.198 1883 1889 1897 rVB 467760 547621 47.98% 4 _.830%
13 14.493 2102 2109 2121 rBV 629784 803499 70.41% 7.087%
14 15.598 2289 2297 2307 rBV 521595 588304 51.55% 5.189%

15 16.487 2442 2448 2461 rBvV3 33225 54074 4.74% 0.477%
16 17.575 2630 2633 2643 rBvV7 9956 15371 1.35% 0.136%
17 17.881 2680 2685 2690 rBY 1017078 1071386 93.88% 9.449%
18 19.128 2891 2897 2910 rBvV3 30989 63020 5.52% 0.556%
19 19.245 2911 2917 2923 rBvV 464547 535661 46.94% 4.724%
20 19.533 2962 2966 2973 rBV 23876 26453 2.32% 0.233%
21 19.928 3029 3033 3039 rBV 38521 41122 3.60% 0.363%
22 20.304 3092 3097 3102 rBV 47528 54332 4_.76% 0.479%
23 20.698 3159 3164 3169 rBV 49076 60950 5.34% 0.538%
24 21.016 3212 3218 3228 rVB 366125 495275 43.40% 4.368%
25 21.133 3233 3238 3245 rVB 43554 64591 5.66% 0.570%
26 21.633 3317 3323 3329 rBV2 31311 53814 4.72% 0.475%
27 22.204 3415 3420 3429 rVB4 18707 38608 3.38% 0.341%
28 22.869 3528 3533 3544 rVB5 8522 20943 1.84% 0.185%
Sum of corrected areas: 11338114
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator : JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.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: BP001339.D
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7.93 8.54

800000
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Abundance TIC: BP001339.D
1000000 12.12

800000

14.49

600000
15.60
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400000
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12.79
13, 16.49

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001339.D
1000000 17,88

800000
600000
19.25

400000 21.02

200000

20.30 20.70 1.13
19.1 19.53 19.93 21.63 22.20
17.57 || p E N A A n 22.87
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Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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.

5.60 6.41 ng 129268 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 597 (5.599 min): BP001339.D (-594) (-) m/z 42.95 100.00%

43
5000
101

5.20 540 5.60 5.80 6.00

Ol /2 133164 207240269 311 355383 416444 482 930 m/z 58.95 56.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
il}
5000 | AL NOLENL N L L L L LB L

520 540 5.60 5.80 6.00
m/z 101.00 18.62%

101
0|‘"|71|| I UL LA I IR BN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43
RN A U IS
520 540 5.60 5.80 6.00
5000 m/z 58.05 14 _.99%
101
15
Ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate P T T
43 520 540 560 580 600

m/z 41.00 9.51%

5000
15 J72100
ob—L— |
B o e IR e e e B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 unknown7.93 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.93 49.60 ng 1000830 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
4 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
Abundance Scan 993 (7.928 min): BP001339.D (-988) (-) m/z 132.00 100.00%
132
68
5000
40 96 A RS SRR RN

7.60 7.80 8.00 8.20
o 180 213 254 292 347377405434 487519549 m/z 68.00 52 _90%

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

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ||||||/\|||||||||||||||||
69 7.60 7.80 8.00 8.20
39 m/z 66.00 44 _59%
I 103
0,.”.,mLM&. T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
e
7.60 7.80 8.00 8.20
5000 m/z 133.95 31.90%
27
T |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R B
132 7.60 7.80 8.00 8.20
69 m/z 69.05 25.65%
104
5000
31
O,HJHL..W..”,.”. e e e e s ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Oxalic acid, isobutyl hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.35 ng 63020 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. pentadecvl propvl e... 342 C20H3804 1000309-26-8 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 86
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 49
Abundance Scan 2897 (19.128 min): BP001339.D (-2891) (-) m/z 57.00 100.00%
57
5000 5
113 18.80 19.00 19.20 19.40
141169
I PN ¥ ¥ ]l.l.l. i i249 | 299332363 412446 487523 | nsz 43.05  82.74%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 AR SR BARRE
18.80 19.00 19.20 19.40
29 | e m/z 55.00 63.97%
o J j | | 125154 196204 269
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178430: Oxalic acid, pentadecy! propy! ester
43
18.80 19.00 19.20 19.40
5000 1 m/z 71.10 57 .53%
255
11
o L] aa0 182210 208
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57 18.80 19.00 19.20 19.40
m/z 83.00 47 .82%
5000 97
29
y ‘ l 168196 227 258
L . —— PP T
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.30 2.19 ng 54332 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3096 (20.298 min): BP001339.D (-3092) (-) m/z 57.10 100.00%
5000
113141 207 20.00 20.20 20.40 20.60
o 169 238267 308 355 399427 461 493 m/z 43.05 67 .89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 U DR U

20.IOO 20.I20 20.I40 20.I60
m/z 71.05 54.06%

113141169197225253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
20.00 20.20 20.40 20.60
5000 a5 m/z 85.10 42.98%
o 113141160197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57 20.00 20.20 20.40 20.60
m/z 55.10 23.94%
5000 85
113 154
0 | 183211239 281
e T e T T [ T T T T R N EmEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Docosane, 11-butyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.70 2.46 ng 60950 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 97
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 92
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3164 (20.698 min): BP001339.D (-3159) (-) m/z 57.05 100.00%

g7
5000 85

20.40 20.60 20.80 21.00

113141
169 211239267
o b L 160 211230067205 31 378 4264534805U8% | 7, 43.05 64 25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LIS L L L L L L L L LB
20.40 20.60 20.80 21.00
m/z 71.10 58.81%
113
ob A LI F7109 0230067 SPaz6zes
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
3 71
20.40 20.60 20.80 21.00
5000 m/z 85.05 45 _.84%
ol d b i | | 155183211239266 | 335364
L e A B e AL i e e o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57 20.40 20.60 20.80 21.00
m/z 55.00 26.88%
5000 85
113 154
ol b1 [ 71 183211239 281
B T o o e A LA e e o e o B e R N ELmEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 7 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.13 2.61 ng 64591 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octacosane 394 C28H58 000630-02-4 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83
Abundance Scan 3237 (21.127 min): BP001339.D (-3233) (-) m/z 57.00 100.00%
57
5000 85
13 20.80 21.00 21.20 21.40
41
o AL L1 240109 200 205 283312 sssgpa a7 asramy sz | SR EOBBRE
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
20.80 21.00 21.20 21.40
m/z 43.05 57 .89%
o f}3141169197 239267294323352
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
20.80 21.00 21.20 21.40
5000 m/z 85.00 48 _.99%

141169197225253 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
20.80 21.00 21.20 21.40
m/z 55.00 26.84%
5000

13141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 80 21. 00 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001339.D

Aca On : 20 Dec 2019 12:31

Operator :© JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 8 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.63 2.17 ng 53814 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Octadecane 254 C18H38 000593-45-3 87
3 Hexacosane 366 C26H54 000630-01-3 81
4 Tricosane 324 C23H48 000638-67-5 81
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 74

Abundance Scan 3322 (21.627 min): BP001339.D (-3317) (-) m/z 57.10 100.00%

57
5000 85

21.40 21.60 21.80 22.00

[H3141 183211930266 205322 355 305 444 402 542

oA D o e m/z 71.00 68.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000

21.40 21.60 21.80 22.00
m/z 43.00 62.99%

113141169197225253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane
R e e R ERE A
21.40 21.60 21.80 22.00
5000 85 m/z 85.00 46.10%
. 113141169197995254
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493:; Hexacosane
57 21.40 21.60 21.80 22.00
m/z 55.00 29.73%
5000 85
29
JT [M13141169197205253 295303 367
T i e o o e o Lo B o e e e B e o R N RN R EEEssmas
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00

8270-BP121919.M Mon Dec 23 17:19:47 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122019\
Data File : BP001339.D

Acq On : 20 Dec 2019 12:31

Operator : JU

Sample : K6370-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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... 5.60 6.4 ng 129268 1 8.30 403566 20.0
unknown7 .93 7.93 49.6 ng 1000830 1 8.30 403566 20.0
Oxalic acid, isob... 19.13 2.4 ng 63020 5 19.25 535661 20.0
Octacosane 20.30 2.2 ng 54332 6 21.02 495275 20.0
Docosane, 11-butyl- 20.70 2.5 ng 60950 6 21.02 495275 20.0
Heptadecane, 9-oc... 21.13 2.6 ng 64591 6 21.02 495275 20.0
Octadecane 21.63 2.2 ng 53814 6 21.02 495275 20.0
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