LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 5.622 596 601 617 rVB 241973 366524 17.35% 1.833%
2 6.216 696 702 717 rBV 1340109 1625269 76.92% 8.128%
3 7.757 957 964 978 rBVY 1447230 1840991 87.13% 9.206%
4 7.946 990 996 1001 rBV 1463277 1736134 82.16% 8.682%
5 8.310 1052 1058 1068 rVB 446723 535633 25.35% 2.679%
6 8.546 1093 1098 1104 rBY 1086494 1324091 62.66% 6.622%
7 9.187 1200 1207 1212 rBV 951328 1130792 53.52% 5.655%
8 10.340 1397 1403 1412 rBV 568471 661750 31.32% 3.309%
9 12.122 1698 1706 1717 rBV 1680469 2027515 95.95% 10.139%
10 12.787 1814 1819 1827 rBV 109324 123291 5.83% 0.617%

11 13.204 1883 1890 1903 rBV 643985 786568 37.22% 3.933%
12 14.492 2103 2109 2121 rBV 1070172 1418670 67.14% 7.094%
13 15.598 2292 2297 2302 rBV 680243 803664 38.03% 4_.019%
14 16.486 2445 2448 2462 rBV2 37024 62994 2.98% 0.315%
15 17.886 2680 2686 2689 rBV 1858988 2113028 100.00% 10.567%

16 18.251 2743 2748 2752 rBV2 22826 37912 1.79% 0.190%
17 18.698 2820 2824 2827 rBV 27730 29782 1.41% 0.149%
18 19.122 2891 2896 2911 rBV 162532 398592 18.86% 1.993%
19 19.239 2911 2916 2922 rVB 647162 718991 34.03% 3.596%
20 19.533 2962 2966 2970 rBV 68053 68782 3.26% 0.344%

21 19.921 3028 3032 3036 rBV 117565 124083 5.87% 0.621%
22 20.298 3091 3096 3099 rBV 191589 212812 10.07% 1.064%
23 20.351 3099 3105 3108 rVV5 28606 75062 3.55% 0.375%
24 20.692 3158 3163 3168 rBvV 204606 245958 11.64% 1.230%
25 21.016 3212 3218 3231 rVB 509422 706670 33.44% 3.534%

26 21.133 3232 3238 3243 rBV 205551 312642 14.80% 1.563%
27 21.627 3316 3322 3330 rBV 155678 264583 12.52% 1.323%

28 21.721 3331 3338 3339 rBV7Y 27568 53097 2.51% 0.266%

29 22.198 3413 3419 3430 rVB2 68091 146038 6.91% 0.730%

30 22.862 3528 3532 3542 rVB2 21533 44907 2.13% 0.225%
Sum of corrected areas: 19996825
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator : JU

Sample : K6187-03

Misc :

ALS Vvial : 3 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: BP001272.D

1500000 7.76/.95
6.22

8.55
1000000 9.19

500000 8.31
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Abundance TIC: BP001272.D
17,89

1500000

1000000
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500000

1.13
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18.25 18.70 1.72 22.86
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191 20.30 20.69

1953 19.92

8270-BP112719.M Tue Dec 10 16:07:37 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.62 13.69 ng 366524 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 601 (5.622 min): BP001272.D (-596) (-) m/z 43.00 100.00%
a3
5000 /\_
101 R S o e AR
520 540 560 580 6.00
Olprrr K f 0147175207 241 282311339370 407437 490520549 m/z 58.95 57.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 SR L UL AR
5.20 5.40 5.60 5.80 6.00
m/z 101.00 19.11%
15 101
O i o o T e
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #8344 3-Hexanol, 4-methyl-
9
520 540 560 580 6.00
5000 m/z 58.00 15.30%
31
87
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 5.20 5.40 5.60 5.80 6.00
m/z 41.10 9.03%
5000
o 126
mz-> 0 50 100 180 200 250 300 3%0 400 450 500 5% | 550 540 550 550 600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 64 .83 ng 1736130 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 14
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 997 (7.952 min): BP001272.D (-990) (-) m/z 131.95 100.00%
132
5000 68
40 | % 760 7.80 8.00 8.20
ol 165198 240 281308 341 379407435464 505535 m/z 68.00 46 _33%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AT
7.60 7.80 8.00 8.20
m/z 66.00 35.80%
31
OI”JJ”'bW"'I”"P""'” L SN LI B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole
132
A R R L
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.15%
104
. 3966
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- B R
132 7.60 7.80 8.00 8.20
m/z 69.10 21.58%
104
5000
51
OI”'LL"“"”I'”' | LA S B UL BRI LI B AL L R L
mz-> 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\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 11.09 ng 398592 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 2896 (19.122 min): BP001272.D (-2891) (-) m/z 57.05 100.00%
57
97
5000 ‘ h ? !f
18.80 19.00 19.20 19.40
207
ok, P Ay 287 201239269 310 355362410430468 522549 | sz 43.05  91.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7
5000
- 18.80 19.00 19.20 19.40
m/z 55.05 75.41%
o %9 |1 {153182210238266 311 412
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
97
18.80 19.00 19.20 19.40
5000 m/z 83.00 60.60%
29 25
0 1 \l 154182210238 283 384
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #185169: Heptadecy! trifluoroacetate SRR R R R s
57 18.80 19.00 19.20 19.40
97 m/z 69.05 57.81%
5000
29 25
0 Ll ‘ l 154182210238 283 334
m/z--> 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\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Octadecane, 5,14-dibutyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.92 3.45 ng 124083 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3032 (19.921 min): BP001272.D (-3028) (-) m/z 57.10 100.00%
g7
5000 85
13141 19.60 19.80 20.00 20.20
O ,J L 7141169 207230 281 320356 401432 473 525 | i 43 05 58.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
3 71
5000
19.60 19.80 20.00 20.20
99 126 00 m/z 71.10 57 .65%
o N 1518321123926~ 336364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
19.60 19.80 20.00 20.20
5000 m/z 85.10 43_.97%

85

1131411691972257253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493:; Hexacosane

57 19.60 19.80 20.00 20.20
m/z 41.00 23.64%
5000 85
29

J7 fﬁmmmmmmmsw

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.30 6.02 ng 212812 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3096 (20.298 min): BP001272.D (-3091) (-) m/z 57.05 100.00%
57
5000 85
13141 20.00 20.20 20.40 20.60
Ol b 1[,1 L399 207239267295323351 385 429 468 503 839 | 757 43.10  60.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane

20 00 20.20 20.40 20.60
m/z 71.10 59.55%

5000

141169197225253 295

366

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424:; Heneicosane
20.00 20.20 20.40 20.60
5000 m/z 85.10 45.79%

1314116019700553 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane

57 20.00 20.20 20.40 20.60
m/z 55.05 25.14%
5000 85
29 13

. 11 141169197225253281309337 380

m/z--> 0 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\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Docosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.35 2.12 ng 75062 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 87
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 87
4 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 86
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3105 (20.351 min): BP001272.D (-3099) (-) m/z 57.10 100.00%
57
5000 85
13
141 207 281 20.00 20.20 20.40 20.60
ol bl Ll F7800230 Ty 327 373 416 471 516544 nsoT 71 05 57.04Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153221: Docosane
57
5000 85
20.00 20.20 20.40 20.60
29 13 310 m/z 43.10 51.45%
ok ety
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #164584: Heptadecane, 9-hexyl-
48
- 20.00 20.20 20.40 20.60
5000 m/z 85.10 46 .12%
99 210
o ‘ | 1271551821 239267295323
miz--> 0 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #223853: Heneicosane, 11-decyl-
57 20.00 20.20 20.40 20.60
m/z 55.00 26.37%
5000 85
29 295
o ﬂ1}3}41169197225 266 | 323 435
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4%0 560 séo 2000 2020 2040 2060 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.69 6.96 ng 245958 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Heptacosane 380 C27H56 000593-49-7 92
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3163 (20.692 min): BP001272.D (-3158) (-) m/z 57.05 100.00%
57
5000 85
13 20.40 20.60 20.80 21.00
141169
Ol bk 11,1 L 297225 267295323351 385 424 471502 839 | nso7 43 05 62.34%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane

20.40 20.60 20.80 21.00
m/z 71.05 59.89%

5000

13 324
141169197 239267295

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
5[7
20.40 20.60 20.80 21.00
5000 85 m/z 85.05 43.51%
29 13
. ¥ 141169197225253281309337 380
I o e e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
20.40 20.60 20.80 21.00
m/z 55.00 25.23%
5000 85

| 13141169197225253281309337365 394
mz-> 0 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\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 1-lodo-2-methylundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.13 8.85 ng 312642 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 3237 (21.127 min): BP001272.D (-3232) (-) m/z 57.05 100.00%
5000
113141 20.80 21.00 21.20 21.40
o 169 211239 281310 351 401429 476507 540 n/z 43.10 61.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 U AR ARRA

20.80 21.00 21.20 21.40
m/z 71.05 60.64%

113141169197225253281309337365394

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57
20.80 21.00 21.20 21.40
5000 m/z 85.05 44 17%
85
29
o ‘ Jll3‘ 169 211 296
L I o i e e LN B E e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57 20.80 21.00 21.20 21.40
m/z 55.05 23.98%
5000
85
29
o J113141169197225253281 323351380
L o LA I B e e e e e e R o T
m/z--> 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\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Octadecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.63 7.49 ng 264583 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3322 (21.627 min): BP001272.D (-3316) (-) m/z 57.05 100.00%

57
5000 85

13 21 40 21.60 21.80 22.00
141 183
Ol A .“,1.1.1. Fprme2tl 208 204322851 397429 477 518547 m/z 43.05 60.30%

T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
5|7
85

5000 S R mam e e
21. 40 21. 60 21. 80 22. 00

253 m/z 71.05 58.72%

29 13
o] [T t1691675 | 380
e e e e e e e e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane
5[7

21 40 21.60 21.80 22.00

5000 85 m/z 85.10 44 _50%
29
. J“ J f}3141169197225253281309337 380
A A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57 21.40 21.60 21.80 22.00

m/z 55.05 24 .60%

13
\ J fd 141169197 2?9267296 352

. AL S A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001272.D

Aca On : 09 Dec 2019 16:18

Operator :© JU

Sample : K6187-03

Misc :

ALS Vial : 3 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 Heptadecane, 9-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.20 4.13 ng 146038 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 89
Abundance Scan 3419 (22.198 min): BP001272.D (-3413) (-) m/z 57.05 100.00%

BN

5000 85
113 21.80 22.00 22.20 22.40 22.60
141169197 281
o ddd | 7 209197225254200 325353 387415 463489 528 | ns5 71,10 65.33Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 TT T T[T T I T [T T T T[T T TT[TT
21. 80 22. OO 22 20 22. 40 22 60
% 10 m/z 43.05 56.14%
0 | 1271551827 | 239267206323
R ol B I e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
R REEE B
21.80 22.00 22.20 22.40 22.60
5000 85 m/z 85.05 46.28%
29
oL ﬁmmmmm3mm3m
I I o L B B e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane L i B B e e
21.80 22.00 22.20 22.40 22.60
m/z 55.00 26.43%
5000 85

&

| 113141160107225253281309337365 304
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120919\
Data File : BP001272.D

Acq On : 09 Dec 2019 16:18

Operator : JU

Sample - K6187-03

Misc :

ALS Vial : 3 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... 5.62 13.7 ng 366524 1 8.31 535633 20.0
unknown? .95 7.95 64.8 ng 1736130 1 8.31 535633 20.0
Nonadecyl pentafl... 19.12 11.1 ng 398592 5 19.24 718991 20.0
Octadecane, 5,14-_... 19.92 3.5 ng 124083 5 19.24 718991 20.0
Hexacosane 20.30 6.0 ng 212812 6 21.02 706670 20.0
Docosane 20.35 2.1 ng 75062 6 21.02 706670 20.0
Tricosane 20.69 7.0 ng 245958 6 21.02 706670 20.0
1-lodo-2-methylun... 21.13 8.8 ng 312642 6 21.02 706670 20.0
Octadecane, 1-iodo- 21.63 7.5 ng 264583 6 21.02 706670 20.0
Heptadecane, 9-he... 22.20 4.1 ng 146038 6 21.02 706670 20.0
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