LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 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-BP112719.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 2.352 41 45 56 rvB 17834 28733 1.03% 0.113%
2 5.628 597 602 614 rVB 306410 472892 16.91% 1.859%
3 6.222 696 703 723 rBVY 1958543 2421663 86.59% 9.519%
4 7.758 957 964 974 rBVY 1882931 2592013 92.68% 10.189%
5 7.952 990 997 1009 rBY 2009784 2490847 89.06% 9.791%
6 8.311 1053 1058 1069 rVvB 544392 610127 21.82% 2.398%
7 8.552 1093 1099 1104 rBvY 1608785 1907710 68.21% 7.499%
8 9.193 1201 1208 1212 rBV 1325655 1566825 56.02% 6.159%
9 10.346 1398 1404 1411 rBV 618093 723839 25.88% 2.845%
10 12.128 1699 1707 1724 rBV 1926615 2527731 90.38% 9.936%

11 12.793 1815 1820 1832 rBV 97990 118476 4.24% 0.466%
12 13.204 1884 1890 1903 rBV 645883 807555 28.87% 3.174%
13 14.498 2103 2110 2133 rBV 1322079 1749295 62.55% 6.876%
14 15.604 2289 2298 2306 rBV 763002 865369 30.94% 3.402%

15 16.492 2445 2449 2463 rBV2 65606 92031 3.29% 0.362%
16 17.892 2681 2687 2691 rBV 2480525 2796807 100.00% 10.994%
17 18.263 2742 2750 2755 rBV 33229 44778 1.60% 0.176%
18 18.710 2822 2826 2834 rVB 35952 37827 1.35% 0.149%

19 19.128 2892 2897 2912 rBV2 193062 485357 17.35% 1.908%
20 19.245 2912 2917 2922 rVV 774112 863837 30.89% 3.396%

21 19.292 2922 2925 2931 rVB 82229 88131 3.15% 0.346%
22 19.539 2963 2967 2976 rBV 33728 45231 1.62% 0.178%
23 19.933 3030 3034 3050 rBv4 55140 116450 4.16% 0.458%
24 20.310 3094 3098 3102 rBvV 64625 73929 2.64% 0.291%

25 20.704 3161 3165 3170 rBvV 91461 113109 4._.04% 0.445%

26 21.022 3213 3219 3231 rVV 596897 821332 29.37% 3.229%

27 21.145 3235 3240 3246 rVB2 62620 93726 3.35% 0.368%
28 21.645 3319 3325 3331 rBV 65270 109615 3.92% 0.431%
29 21.722 3331 3338 3342 rBVY7 21912 60528 2.16% 0.238%
30 22.216 3417 3422 3429 rBV2 25508 47839 1.71% 0.188%
31 22.892 3531 3537 3547 rVB4 14354 34868 1.25% 0.137%
32 23.610 3653 3659 3665 rVB6 28499 64645 2.31% 0.254%

33 23.892 3700 3707 3717 rBVS 27716 109032 3.90% 0.429%
34 24.016 3718 3728 3744 rVB4 141232 457024 16.34% 1.797%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 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 P\METHODS\8270-BP112719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 25439171
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator : JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP112719.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: BP001214.D

7.95
2000000 6.22 776
8.55

1500000
9.19

1000000

8.31
500000

5.63

2.35

T T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BP001214.D

I
8.50

I
9.00

I [
7.50 8.00

2000000 12.13

1500000
14.50

1000000
15.60

10.35 13.20
500000

L 12.79 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: BP001214.D

17.89

2000000
1500000

1000000
19.25

21.02
500000

19.1 24,02
19.2 93 2031 2070 |p1.15 2 y
1826 18.71 %954 19.93 P92 2222 22.89 23.6123;

L e e e S e e R B e e e e S

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\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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.

5.63 15.50 ng 472892 1,4-Dichlorobenzene-d4 8.31
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 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 602 (5.628 min): BP001214.D (-597) (-) m/z 43.00 100.00%

43
5000

101 L L
520 540 560 580 600
O (L 132162 215 298287316341373 207 445470805835~ [ 'm/z 59.00 58.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trrr[rrrr|[rrrrrrrr[rrr

5.20 540 5.60 5.80 6.00
m/z 101.00 18.39%

101
0 |"”|71|I| RN SRR SRR S S D B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime
43
NGRS MRS SR
5.20 5.40 5.60 5.80 6.00
5000 m/z 57.95 15.77%
101
15 | ]
S e S S S S S S S L B S I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214: Acetone
43 5.20 5.40 5.60 5.80 6.00

m/z 41.05 8.53%

5000
15
N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.95 Concentration Rank 1

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

7.95 81.65 ng 2490850 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14

Abundance Scan 997 (7.952 min): BP001214.D (-990) (-) m/z 132.00 100.00%
132
5000 e8
96 AL L R L
40 l 166 207 7.60 7.80 8.00 8.20
0 b b A 166 207234261287314341369 401 432459486512541 m/z 68.00 51.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S ARSI AR b
7.60 7.80 8.00 8.20
70 m/z 65.95 37 .86%
0 II'Ilj!lll'l'l" rprrrryrrTTTTTTT T T T T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-

132

7.60 7.80 8.00 8.20

5000 m/z 134.00 33.06%
69
39“' 103
O.JWNALQH R o e et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B B B
132 7.60 7.80 8.00 8.20

m/z 69.05 23.39%

5000
104
63 J
ol, ikl g

m/z--> 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\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.13 ng 92031 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2449 (16.492 min): BP001214.D (-2445) (-) m/z 73.00 100.00%

73

43

5000
129

—

213 L I L I TTrTrT I LB I L
171
o 256583 331 382 429 474 511539 16.20 16.40 16.60 16.80

m/z 60.00 83.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6

-

5000
16.20 16.40 16.60 16.80
0
157185213 256 m/z 56.95 77.95%
Olprrrtly
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,73
16.20 16.40 16.60 16.80
5000 m/z 43.05 76.06%
241 284
Olprrrtly
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid P P T T T T
43 |73 16.20 16.40 16.60 16.80
m/z 54.95 67.14%
5000 129
199
7 242
e e T Rt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 11.24 ng 485357 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 2897 (19.128 min): BP001214.D (-2892) (-) m/z 57.05 100.00%
57
97
5000
25 18.80 19.00 19.20 19.40
ob AL, ,1.11.1. Rl 104 238 280 328357388416449478 528 | ./, 5505  87.35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
5000
18.80 19.00 19.20 19.40
29 m/z 43.05 87 .06%
0 154182210 255 356
miz--> 6""s'o"'iéd"iéd"éod"ésd":;od"ééd"&dd"&éd"édd"ééd
Abundance #194196: Octadecy! trifluoroacetate
57
97
18.80 19.00 19.20 19.40
5000 m/z 83.10 72 .68%
- 25
o ey l 154182 224252 297 348
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol R ARRRRa
57 97 18.80 19.00 19.20 19.40
m/z 69.05 65.34%
5000
25
o 29 [£53181209236264292320350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.93 2.70 ng 116450 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3033 (19.928 min): BP001214.D (-3030) (-) m/z 57.05 100.00%
57
5000
99
19.60 19.80 20.00 20.20
141
Ol by 2t 196 237 261 336 384415446 489 535 | nsz 71.05  58.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141424: Heneicosane

5000
19.60 19.80 20.00 20.20

m/z 43.05 58.24%

296

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57
T T T T
19.60 19.80 20.00 20.20
5000 m/z 85.05 42 .31%
99
o | 141 183 239 551 393
e e ”...”...” R R RARER R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 19.60 19.80 20.00 20.20
m/z 55.00 24 .12%
5000
97
ol 26 ‘ |, 141 183 225 267 309 31 393 435 491 535 574 617
e P A e e T T e T T e T T T R R REREEEE RS R
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 19. 60 19. 80 20 00 20. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 2.75 ng 113109 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3164 (20.698 min): BP001214.D (-3161) (-) m/z 57.05 100.00%
5000
13 20.40 20.60 20.80 21.00
0 141169 210 253281312342 378 429 467 507 541 m/z  71.05 65 _43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000
85 20.40 20.60 20.80 21.00
m/z 43.05 63.26%
0 %? }13141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 45_.02%
o fﬁmemmmmm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
20.40 20.60 20.80 21.00
m/z 55.00 23.99%
5000

‘ 141169197225 267295 365393
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\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.15 2.28 ng 93726 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Tetracosane 338 C24H50 000646-31-1 95
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3241 (21.151 min): BP001214.D (-3235) (-) m/z 57.05 100.00%
5
5000 85
r13141169 208 230267295325 356 387 431 474 518 549 20.80 200 21.20 2240
Ob bl b T S S S S e e e m/z 71.05 68.85%
m/z--> 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 43.10 61.28%
o J1}i1§{169197 23,9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85 20.80 21.00 21.20 2140
5000 m/z 85.05 50.83%
113
4130 J JJlf{1§9;97225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43 20.80 21.00 21.20 21.40
- m/z 98.95 20.59%
5000
99 196
ol 127155 | 205252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

8270-BP112719.M Fri Dec 06 15:58:12 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.65 2.67 ng 109615 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3326 (21.651 min): BP001214.D (-3319) (-) m/z 57.05 100.00%

57
5000

99 R R e N R
21.40 21.60 21.80 22.00
41 183
ob kLA L 4% 183 239 282 323355 402 443479 537 m/z 43.10 61.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane

51

-

5000 LIRS
21.40 21.60 21.80 22.00
99 m/z 71.05 57.40%
oh | (41 183 205 281 337 394
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
21.40 21.60 21.80 22.00
5000 m/z 85.05 47 .19%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

O P T T e T T T e T [ T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202662: Heptacosane

57 21.40 21.60 21.80 22.00

m/z 55.00 27 .58%
5000
JQQ
ol 26 | |77, 141 183 225 267 323 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.40 21 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 10 3-Methoxy-6,7,8,9-tetrahydr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.89 2.66 ng 109032 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 64
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 60
3 1.4-Naphthalenedione. 5.8-dihvdr... 218 C12H1004 021418-10-0 53
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 52
5 5-Adamantan-1-yl-2H-pyrazol-3-ol 218 C13H18N20 1000274-32-3 49
Abundance Scan 3707 (23.892 min): BP001214.D (-3700) (-) m/z 218.15 100.00%
218

o

5000
2360 23.80 24.00
257 426 . . .
ol 304 356 393 472499 535 m/z 203.05 63.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
5000
19 23.60 23.80 24.00

m/z 189.05 23.75%

39 109 147
Ot tfid b gt At U e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75966: Pyrene, hexadecahydro-
218
41 23.60 23.80 24.00
5000 m/z 105.10 18.88%
175
79
“ i“ K
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75558: 1,4-Naphthalenedione, 5,8-dihydroxy-2,3-dimethyl- B AL e anan e o
218 23.60 23.80 24.00
m/z 55.05 18.11%
5000
51 108 147175
79
R Y N — A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 60 23. 80 24. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001214.D

Aca On : 05 Dec 2019 16:28

Operator :© JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 11 4,4,6a,6b,8a,11,12,14b-Octa... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .02 11.13 ng 457024 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.6a.6b.8a.11.12.14b-Octamethy... 424 C30H480 1000194-64-2 91
2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 83
3 Urs-12-en-24-o0ic acid. 3-oxo-. m... 468 C31H4803 020475-86-9 81
4 _alpha.-Amvrin 426 C30H500 000638-95-9 72
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 58
Abundance Scan 3729 (24.021 min): BP001214.D (-3718) (-) m/z 218.20 100.00%
218
5000 55
9 135 189
.... R
2 424 Bm B% mm
ol l u N “ “ ﬂ l L 257 296 330357385 476 513 549 m/z 55.00 36.12%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220503: 4,4,6a,6b,8a,11,12,14b-Octamethyl-1,4,4a,5,6,6a,6...
218

5000 LA R R L B L L
23 60 23.80 24.00
0
55 95 135 424 m/z 95.05 32.81%
ol JL[.LLHHHZ l||  257285313301368395 |
rfpls e AR R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di...
218
L e
41 91 133 23 60 23. 80 24.00
5000 175 m/z 203.20 29.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230811: Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+)-
218 23.60 23.80 24.00
m/z 135.05 28.24%
5000
105133
Pk 68
0...,”..,”.ﬁﬁ”n. —— e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120519\
Data File : BP001214.D

Acq On : 05 Dec 2019 16:28

Operator : JU

Sample : K6100-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 5.63 15.5 ng 472892 1 8.31 610127 20.0
unknown7 .95 7.95 81.7 ng 2490850 1 8.31 610127 20.0
n-Hexadecanoic acid 16.49 2.1 ng 92031 4 15.60 865369 20.0
Pentafluoropropio... 19.13 11.2 ng 485357 5 19.25 863837 20.0
Heneicosane 19.93 2.7 ng 116450 5 19.25 863837 20.0
Heptacosane 20.70 2.8 ng 113109 6 21.02 821332 20.0
Heptadecane, 9-oc... 21.15 2.3 ng 93726 6 21.02 821332 20.0
Octacosane 21.65 2.7 ng 109615 6 21.02 821332 20.0
3-Methoxy-6,7,8,9... 23.89 2.7 ng 109032 6 21.02 821332 20.0
4,4,6a,6b,8a,11,1... 24.02 11.1 ng 457024 6 21.02 821332 20.0
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