LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 5.628 592 602 618 rBV 343847 599263 16.90% 2.173%
2 6.222 696 703 707 rBVY 2006845 2554154 72 .05% 9.262%
3 7.763 957 965 972 rBVY 2088778 2944354 83.05% 10.677%
4 7.952 990 997 1001 rBVY 2115933 2740820 77 .31% 9.939%
5 8.304 1052 1057 1065 rBV 399022 474461 13.38% 1.721%
6 8.551 1092 1099 1103 rBV 1835467 2113739 59.62% 7.665%
7 9.193 1200 1208 1212 rBV 1455400 1806633 50.96% 6.552%
8 10.340 1397 1403 1410 rBV 473750 563984 15.91% 2.045%
9 12.122 1697 1706 1710 rBV 2671056 3181162 89.73% 11.536%
10 12.787 1814 1819 1827 rBV 133158 156099 4._.40% 0.566%

11 13.204 1884 1890 1902 rBV 571214 681449 19.22% 2.471%
12 14.498 2103 2110 2126 rBV 1851560 2385771 67.30% 8.652%
13 15.598 2292 2297 2309 rVB 629052 731988 20.65% 2.654%
14 16.492 2445 2449 2460 rBV2 95805 145143 4_.09% 0.526%
15 17.886 2680 2686 2690 rBV 3204475 3545082 100.00% 12.856%

16 19.122 2891 2896 2911 rBvV2 225952 540353 15.24% 1.960%
17 19.239 2911 2916 2922 rVB 600094 692431 19.53% 2.511%
18 19.533 2962 2966 2976 rBV 42647 51973 1.47% 0.188%
19 19.921 3028 3032 3036 rBvV 69005 80482 2.27% 0.292%
20 20.298 3092 3096 3104 rBV 112381 133948 3.78% 0.486%

21 20.692 3159 3163 3168 rBV 115196 148386 4._.19% 0.538%
22 21.016 3212 3218 3225 rVB 521918 693339 19.56% 2.514%
23 21.127 3232 3237 3245 rBV 109930 163205 4._.60% 0.592%
24 21.627 3316 3322 3328 rBV 100591 165069 4.66% 0.599%
25 21.704 3329 3335 3341 rBvV4 41451 119923 3.38% 0.435%

26 22.198 3413 3419 3431 rBV3 52619 121052 3.41% 0.439%
27 22.868 3527 3533 3539 rVB4 18744 41215 1.16% 0.149%

Sum of corrected areas: 27575478
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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

Abundance TIC: BP001276.D
3000000

2500000
7.76.95

6.22

2000000 8.55

1500000 9.19

1000000

500000 5.63 8.30

o T T RE—

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 7.50
Abundance TIC: BP001276.D

I I
8.00 8.50 9.00

3000000
12.12

2500000
2000000 14.50
1500000
1000000

500000 10.34

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: BP001276.D

17,89

3000000
2500000
2000000
1500000
1000000
19.24 21.02

500000
19.1

1053 19.92 20.30 20.69 1.13 2?:@30 22.20 22 87
ot e e e

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\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 25.26 ng 599263 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 602 (5.628 min): BP001276.D (-592) (-) m/z 42.95 100.00%
43
5000 j\_
1 520 540 5.60 580 6.00
ob 7L ,l A7 101 228 263 311 353381408 462 512540 m/z 59.00 57.01%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR I UL L
5.20 5.40 5.60 5.80 6.00
m/z 101.00 18.43%
101
0|"""|'7'0""|""|"" RN S SN I S SN B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8344 3-Hexanol, 4-methyl-
5
520 540 5.60 580 6.00
5000 m/z 57.95 15.42%
31
87
e S L S B IS B S WA I WL
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester ERRaE L R R
43 5.20 5.40 5.60 5.80 6.00
m/z 41.05 8.93%
5000
101
Ot w"w"“l'“' [ L BRI S UL S WL A AL UL R A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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.
7.95 115.53 ng 2740820 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
2 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9
Abundance Scan 997 (7.952 min): BP001276.D (-990) (-) m/z 132.00 100.00%
132
5000 68
96 L UL RS UL L
40 760 7.80 8.00 8.20

181208238266293321 367397 428457483 521549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ||||||/|\|||||||||||||||||
7.60 7.80 8.00 8.20
31 m/z 65.95 38.23%
ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl-
132

7.60 7.80 8.00 8.20

104
5000 m/z 134.00 33.52%
7
39 l
S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole e B R
132 7.60 7.80 8.00 8.20
m/z 69.10 22.73%
5000
104
66
39
olpdeb— e b - - e e e SNSMSSYH HEE & SHENSN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270-BP112719.M Tue Dec 10 16:07:58 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 8
R.T. EstConc Area Relative to ISTD R.T.
16.49 3.97 ng 145143 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 47

Abundance Scan 2449 (16.492 min): BP001276.D (-2445) (-) m/z 73.00 100.00%

43 B
5000
213

0 256 294 332362390419446475 519547 16.20 16.40 16.60 16.80

m/z 59.95 84 .39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

-

5000
16.20 16.40 16.60 16.80
0
1571g5213 256 m/z 43.10 83.21%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
3
43 AR RARE SR
16.20 16.40 16.60 16.80
5000 m/z 55.05 69.37%
129
185 228
A 1 | 157
Or-hdty
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid B LEARE e e e
43 73 16.20 16.40 16.60 16.80
m/z 41.05 65.89%
5000
129 242
199
‘ 1 171
0k e P e P
m/z--> 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\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 15.61 ng 540353 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 2896 (19.122 min): BP001276.D (-2891) (-) m/z 57.05 100.00%

57
97
5000
25

18.80 19.00 19.20 19.40

154181
oA Al Li L 124181210 252280 324356386 422 469499 543 | 175 43 10 88.13%

T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
83
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—r

5000
18.80 19.00 19.20 19.40
11 m/z 55.05 87 .05%
o ZF 1 139167 196224252280
L s e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57
97 18.80 19.00 19.20 19.40
5000 m/z 83.05 68.28%
25
29 169
ol L || 77196224 569 420
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194196: Octadecyl trifluoroacetate R AR EET A
57 18.80 19.00 19.20 19.40
97 m/z 69.05 61.94%
5000
29 25
o | l 154182 224252 297 348
R LA e
m/z--> 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\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.92 2.32 ng 80482 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Pentacosane 352 C25H52 000629-99-2 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3032 (19.921 min): BP001276.D (-3028) (-) m/z 57.05 100.00%

57
5000 85

13 19 60 19.80 20.00 20.20
41 197
okt bk, “,1 | [41169197225053282 321 350389 423 476508 546 177 43.05  62.35%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
5|7
85

5000 TT T T TT TT T T[T T I T[T TTIT]
19 60 19. 80 2000 20.20
13 m/z 71.05 58.56%
ol ELLLL LT tas0n0720505282
L i i o B B LA i e o e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 44 _56%
13
0 fd 141169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57 19.60 19.80 20.00 20.20
m/z 55.05 28.76%
5000 85
13
ol 2 fi 141169 211239267295323352
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 : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Tridecane, 6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.30 3.86 ng 133948 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 81
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 2-methyloctacosane 408 C29H60 1000376-72-8 74
Abundance Scan 3096 (20.298 min): BP001276.D (-3092) (-) m/z 57.05 100.00%
g7
5000 85
113 20.00 20.20 20.40 20.60
141
ol L[ 141169197225253 295 333365 400 447 494521549 o A3 10 63.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 USRNSSR BNV

20 00 20. 20 20 40 20. 60
m/z 71.05 60.78%

99126154183
0 N 226
L N BN i i o o o o S B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
T T R T
20.00 20.20 20.40 20.60
5000 85 m/z 85.05 49.81%

113141169197225253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane
57 20.00 20.20 20.40 20.60
m/z 55.00 26.93%
5000 85

113
| JJlfﬁl§9197225253281309337365 437

Ol A A A A A o e T e e e e SN AN

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\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.69 4.28 ng 148386 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3163 (20.692 min): BP001276.D (-3159) (-) m/z 57.05 100.00%
g7
5000 85
113141 20.40 20.60 20.80 21.00
Ob—- .|, AL 109107225052262300 351 307 442469 521849 4305 65, 62
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85 LN B BN B UM

20. 40 20 60 20. 80 21. OO
m/z 71.05 64 .80%

29
. ﬂ1}3141169197225253 295323 367
L e o e LA B o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
R R e N EEEEEEEE
20.40 20.60 20.80 21.00
5000 m/z 85.05 47 .44Y%

85

113141169197225253281309337365394

0!
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 55.05 28.75%

5000

141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2040 20,60 20.80 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.13 4.71 ng 163205 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 3237 (21.127 min): BP001276.D (-3232) (-) m/z 57.10 100.00%
57
5000 85
13 20.80 21.00 21.20 2140
141
ol bl 1[,1 L' 209, 211238267 309 355386418 460 505 546 |« sz 71.05  63.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85 R UL UL IO AR

20.80 21.00 21.20 21.40
m/z 43.05 60.93%

29 13
oL {13141160197205253 205323 367
A A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
T T T T
85 20.80 21.00 21.20 21.40
5000 m/z 85.10 43 .56%
29
oL, 1314116019722553 338
I e e R B e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57 20.80 21.00 21.20 21.40
m/z 55.00 24 .65%
5000 85
13
ol [H3141169 210539067 399336366
I T A B e A e B
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 : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Heneicosane, 1l1-decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.63 4.76 ng 165069 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 96
2 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 94
3 Eicosane 282 C20H42 000112-95-8 94
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3322 (21.627 min): BP001276.D (-3316) (-) m/z 57.10 100.00%

5000

-

13 21.40 21.60 21.80 22.00
141169 209
o 238 282 327357 390 429459487 518549 /7 43.05 61.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494; Hexacosane

-

21,40 21.60 21.80 22.00
m/z 71.05 58.63%

5000

141169197225253 295

366

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57
T T T T
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 48 .05%
29 . 295
oL 13141160197225 266 | 323 435
R B o B LA B B e e e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane R R T
21.40 21.60 21.80 22.00
m/z 55.05 23.28%
5000

r

| 13141160197225053 282
mz-> 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 : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 Octadecyl trifluoroacetate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.70 3.46 ng 119923 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 81
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 74
3 Z-12-Pentacosene 350 C25H50 1000131-09-4 74
4 n-Tetracosanol-1 354 C24H500 000506-51-4 64
5 17-Pentatriacontene 491 C35H70 006971-40-0 58
Abundance Scan 3334 (21.698 min): BP001276.D (-3329) (-) m/z 43.05 100.00%
431 83
139168 207 253282 21140 21.60 21.80 22.00
Obr Al A b g Sl 2077 813342 388415446475 S1A 548 | yz 57.10  99.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194196: Octadecyl trifluoroacetate
g7
97
5000 AR A AR IR
21/40 21.60 21.80 22.00
29 125 m/z 83.05 98.58%
o l 1,154182 224252 297 348
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
g7
o7 21.40 21.60 21.80 22.00
5000 m/z 97.05 91.90%
29 125
o | \l 154182210238 283 384
m/z--> sb 100 1éo 200 250 300 350 400 450 500 550
Abundance #184195: Z-12-Pentacosene R e
43 21.40 21.60 21.80 22.00
97 m/z 55.05 90.57%
5000
125 350
0 l 153181208236264293322
m/z--> sb 100 150 200 250 300 350 400 450 500 550 21140 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 : BP001276.D

Aca On : 09 Dec 2019 18:17

Operator :© JU

Sample : K6187-07

Misc :

ALS Vial : 7 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 12 Docosane, 9-butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.20 3.49 ng 121052 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Docosane. 11l-butvl- 366 C26H54 013475-76-8 93
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 93

Abundance Scan 3419 (22.198 min): BP001276.D (-3413) (-) m/z 57.05 100.00%

57
5000 8

21.80 22.00 22.20 22.40 22.60

(113141160 207 238265205 342371 415 455 489 535

Ob bl g R S T R e e e T m/z 43.05 70.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129493: Eicosane
7
5000 85 TT T T[T T T T [T T T T[T T TT[TT
080 21. 80 22. OO 22 20 22. 40 22 60
0
29 1ﬂﬁ4h5%97 m/z 71.10 69.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194496: Docosane, 9-butyl-
43
T T
71 21.80 22.00 22.20 22.40 22.60
5000 m/z 85.05 51.68%
99 309
o f ﬂ27155 [ 211 *%2281° 336364
I o e R o e e AR EE s e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- R B i e e
57 21.80 22.00 22.20 22.40 22.60
m/z 55.00 28.36%
o 1 W
113 154
0 | 1183211239 281
A e e e e e T T e T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. OO 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 : BP001276.D

Acq On : 09 Dec 2019 18:17

Operator : JU

Sample - K6187-07

Misc :

ALS Vial : 7 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 25.3 ng 599263 1 8.30 474461 20.0
unknown? .95 7.95 115.5 ng 2740820 1 8.30 474461 20.0
n-Hexadecanoic acid 16.49 4.0 ng 145143 4 15.60 731988 20.0
5-Eicosene, (E)- 19.12 15.6 ng 540353 5 19.24 692431 20.0
Eicosane 19.92 2.3 ng 80482 5 19.24 692431 20.0
Tridecane, 6-propyl- 20.30 3.9 ng 133948 6 21.02 693339 20.0
Hexacosane 20.69 4.3 ng 148386 6 21.02 693339 20.0
Docosane, 11-butyl- 21.13 4.7 ng 163205 6 21.02 693339 20.0
Heneicosane, 11-d... 21.63 4.8 ng 165069 6 21.02 693339 20.0
Octadecyl trifluo... 21.70 3.5 ng 119923 6 21.02 693339 20.0
Docosane, 9-butyl- 22.20 3.5 ng 121052 6 21.02 693339 20.0
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