LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample : K6188-01

Misc :

ALS Vial : 16 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 5.628 591 602 619 rBV 398817 684747 18.46% 2.319%
2 6.222 696 703 707 rBVY 2043606 2785203 75.09% 9.433%
3 7.763 957 965 976 rBVY 2074777 3171214 85.50% 10.741%
4 7.952 989 997 1001 rBVY 2323797 2950143 79.54% 9.992%
5 8.305 1052 1057 1069 rVvB 409940 483159 13.03% 1.636%
6 8.552 1093 1099 1103 rBvV 1922188 2255646 60.81% 7.640%
7 9.193 1200 1208 1212 rBV 1461755 1900625 51.24% 6.437%
8 10.340 1397 1403 1410 rBV 501940 576486 15.54% 1.953%
9 12.122 1696 1706 1710 rBV 2758419 3293897 88.81% 11.156%
10 12.787 1814 1819 1826 rBV 142959 162856 4 ._.39% 0.552%

11 13.204 1883 1890 1897 rBV 528879 682987 18.41% 2.313%
12 14.498 2102 2110 2129 rBV 1902997 2509587 67.66% 8.500%
13 15.598 2288 2297 2302 rBV 644223 718869 19.38% 2.435%
14 16.492 2444 2449 2462 rBvV2 122500 189962 5.12% 0.643%
15 17.886 2680 2686 2690 rBV 3445251 3709129 100.00% 12.562%

16 19.116 2890 2895 2911 rBV2 249597 596603 16.08% 2.021%
17 19.239 2911 2916 2920 rBV 647209 681884 18.38% 2.309%

18 19.533 2962 2966 2969 rBV 32335 37326 1.01% 0.126%
19 19.922 3025 3032 3035 rBvV 63384 84047 2.27% 0.285%
20 20.298 3092 3096 3099 rBvV 78677 87638 2.36% 0.297%
21 20.380 3106 3110 3113 rVB 31771 37408 1.01% 0.127%

22 20.692 3158 3163 3167 rBV 119479 144088 3.88% 0.488%
23 21.010 3211 3217 3224 rVB 480863 668120 18.01% 2.263%
24 21.127 3232 3237 3243 rVB 82361 121152 3.27% 0.410%
25 21.622 3316 3321 3327 rBV 94292 159164 4._.29% 0.539%

26 21.698 3328 3334 3341 rBvV4 63988 200583 5.41% 0.679%

27 22.198 3413 3419 3423 rBV2 40828 79263 2.14% 0.268%

28 22.892 3527 3537 3546 rBV3 206857 497830 13.42% 1.686%

29 23.380 3616 3620 3633 rVB3 16273 55858 1.51% 0.189%
Sum of corrected areas: 29525474
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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: BP001285.D

3000000

2500000 7.05

6.22 7.76
2000000 8.55

1500000 9.19
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500000 5.63 8.30
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Abundance TIC: BP001285.D
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Abundance TIC: BP001285.D
17,89
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19.24
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. 1953 19.92 203332069 B113 22620 2220 N 2338
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 28.34 ng 684747 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 602 (5.628 min): BP001285.D (-591) (-) m/z 43.00 100.00%
43
5000 /\k
1o 520 540 5.60 580 6.00
Ol 23 | 1311590 207230 281 315344572399 434 4L SLT5A5 m/z 59.00 57.29%
mz-> 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
520 5.40 560 5.80 6.00
m/z 101.00 18.21%
101
OI”"IZQ'I”"P"'"""""”I"” LRI AL L B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8344 3-Hexanol, 4-methyl-
9
520 540 5.60 580 6.00
5000 m/z 58.00 15.26%
31
‘ {87
OI'”lI”"P"W"”I'”'I”"P"W"”I'”'I”"P"W'
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime e L L
43 520 540 560 580 6.00
m/z 41.05 9.61%
5000
101
0 15 y \70 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

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.
7.95 122.12 ng 2950140 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 997 (7.952 min): BP001285.D (-989) (-) m/z 132.00 100.00%
132
5000 68
96 L AU S UL U
40 760 7.80 8.00 8.20

172201229258285313341 373 404432461489519547

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ||||||/|\|||||||||||||||||
7.60 7.80 8.00 8.20
m/z 66.00 37.93%
31
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132
R N EEEEE e
7.60 7.80 8.00 8.20
5000 98 m/z 134.00 33.61%
0 . 160189
B e e L B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- s B B R
132 7.60 7.80 8.00 8.20
m/z 69.05 23.01%
5000
og 63 104
O o B LA i e o B L R i R N EEAEE e
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\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 7
R.T. EstConc Area Relative to ISTD R.T.
16.49 5.29 ng 189962 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 2449 (16.492 min): BP001285.D (-2444) (-) m/z 72.95 100.00%
a3 P
5000
213 L B U R UL
171 256 1620 16.40 16.60 16.80

o 299 332 379 414 445472 506 541 m/z 60.00 84 _49%

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
1571g5213 256 m/z 43.05 80.82%
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 |73
16.20 16.40 16.60 16.80
5000 129 m/z 55.10 77 .04%
199
7 242
0 15
Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
16.20 16.40 16.60 16.80
m/z 56.95 68.11%
5000
04
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\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.12 17.50 ng 596603 Chrysene-di12 19.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94

2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94

3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94

4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
5 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35CI303 1000314-56-2 91

Abundance Scan 2896 (19.122 min): BP001285.D (-2890) (-) 57.05 100.00%

97
5000

125
18 80 19.00 19.20 19.40
153
ol AR L 27 207238 280308 355386 425 461 502534 | 17 55.10  92.16%

T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57
97
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—r

5000
18.80 19.00 19.20 19.40
m/z 43.05 86.03%

125

o . | 154182210238266 295

- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester

g7
97
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

18.80 19.00 19.20 19.40

[4)]
~

5000 m/z 83.05 72.82%
29 WZS
168196
o AL P 20 s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57 18.80 19.00 19.20 19.40
97 m/z 69.05 62.88%
5000
29 125
. l 154182210 255 305
L B o o B e
m/z--> 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\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

19.92 2.47 ng 84047 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Pentacosane 352 C25H52 000629-99-2 97
3 Heneicosane 296 C21H44 000629-94-7 95
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 95

Abundance Scan 3032 (19.922 min): BP001285.D (-3025) (-) m/z 57.05 100.00%

57
5000 85

19.60 19.80 20.00 20.20

Wmmmmmmmmmm4mm5

O L e e m/z 43.05 64 ._.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000 LA L L L L L L LB L |
85 19.60 19.80 20.00 20.20
m/z 71.05 63.33%
29
ol - 113141169197225253281 323351380
e A e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57
R R LB B o
19.60 19.80 20.00 20.20
5000 85 m/z 85.05 43.95%
B
0 29 e 211239267295323352
T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane e e e T
57 19.60 19.80 20.00 20.20
m/z 41.05 27.14%
5000 85
. %9 f}3}f1169197225253 296
L B e o B B e R R B R o A REEmEEaSE
m/z--> 0 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 : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.30 2.62 ng 87638 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3096 (20.298 min): BP001285.D (-3092) (-) m/z 57.05 100.00%

5000

!

20 00 20. 20 20 40 20. 60
m/z 43.10 65.74%

113141169197225 266 296323 355 387

o 439467494521547

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57
5000 85 L TT T T[T T T T[T 11T TT T
20 00 20. 20 20 40 20. 60
m/z 71.05 61.69%
13141
o129 JJ o }?9}97225253281309337365393422
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
T T T T T
20.00 20.20 20.40 20.60
5000 85 m/z 85.05 47 .91%
113
o [17 141169 210239267 309336 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane B R M i
57 20.00 20.20 20.40 20.60
m/z 55.10 22.63%
5000 85
29 113
ol | JJl?ﬁl?9197225253281309338
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 : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Tetratriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.69 4.31 ng 144088 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 94
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 3163 (20.692 min): BP001285.D (-3158) (-) m/z 57.05 100.00%
57
5000 85
13 1 20.40 20.60 20.80 21.00
141
ol bk ll,lﬂ {7 83211239 261300337368 4124424705045836 | 17, 4310  71.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232376: Tetratriacontane
57
5000 85 R AU AR
mmmmmmmm
13 m/z 71.10 60.19%
. 29 f?lf?g197225253281309337365393421449478
m/z--> 55 160 1éo 200 250 300 3éo 400 4éo 560 séo
Abundance #164584: Heptadecane, 9-hexyl-
48
- 1 20.40 20.60 20.80 21.00
5000 m/z 85.05 46 .40%
99 210
0 | |17 127155182 1 239267296323
m/z--> 55 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance #141431: Eicosane, 10-methyl- e e N AEE
57 20.40 20.60 20.80 21.00
m/z 55.00 26.37%
5000 85
0 13 1‘?4.183211239 281
m/z--> 55 160 1éo 200 250 300 3éo 460 4%0 560 séo 2040 2060 2080 2100
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.13 3.63 ng 121152 Perylene-d12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3237 (21.127 min): BP001285.D (-3232) (-) m/z 57.00 100.00%
57
5000
99 20.80 21.00 21.20 21.40
141 183 : : :
o kb L |y £ 103 224 284315 355 400432463 507546 7z 4310 67.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129493: Eicosane

20.80 21.00 21.20 21.40
m/z 71.10 64.22%

5000

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
517
UV N
20.80 21.00 21.20 21.40
5000 m/z 85.10 45.64%

99
26 ] |, 141 183 225 281 337 394

e M.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e BBAEREERNEE S
57 20.80 21.00 21.20 21.40
m/z 55.05 26.32%
5000

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

L A S I SR e L SRS S ———.

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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 : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 8
R.T. EstConc Area Relative to ISTD R.T.

21.62 4.76 ng 159164 Perylene-d12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 92
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3321 (21.622 min): BP001285.D (-3316) (-) m/z 57.10 100.00%

5000

-

21.40 21.60 21.80 22.00
141169197
o 239267295326 373402431460 502531 m/z 43.05 66.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-

-

5000 85 LA B L L L L L LB
21.40 21.60 21.80 22.00
29 295 m/z 71.10 62.37%
o (3141169197205 266 l 323 435
R o o e L N o o o o B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
T T T e T
21.40 21.60 21.80 22.00
5000 m/z 85.05 41 .94%

13141169197225253281309337365394

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T T e e
57 21.40 21.60 21.80 22.00
m/z 55.05 23.81%

-

5000

-

29
113141169197225253281 323351380

e - A a R o

T T I T
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 : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 Octadecane, 1-(ethenyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.70 6.00 ng 200583 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 E-7-Octadecene 252 C18H36 1000130-92-0 89
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3334 (21.698 min): BP001285.D (-3328) (-) m/z 57.00 100.00%
57
97
5000
25 21.40 21.60 21.80 22.00
153 282 : : : :
ol Ll L 722182 225255202 325356383415443 489 837 | n7, B5_10  87.07%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141404: Octadecane, 1-(ethenyloxy)-
a3
5000 LR DR SR BN SUE
83 21140 21.60 21.80 22.00
m/z 43.05 75 .50%
ol X 11140168196224252281
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
97 VLA RILE BRI U
21.40 21.60 21.80 22.00
5000 m/z 97.00 72 .88%
25
29 169
0 | l | 210 255 406
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 R A R B S
57 97 21.40 21.60 21.80 22.00
m/z 83.00 72 .24%
5000
25
29 153
ol L, (2181210238266 308336
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00

8270-BP112719.M Tue Dec 10 16:10:26 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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

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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.20 2.37 ng 79263 Perylene-d12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 3419 (22.198 min): BP001285.D (-3413) (-) m/z 57.05 100.00%
57
85
5000
R SRS BN B
113 21.80 22.00 22.20 22.40 22.60
41 183
ol LA LLLy T, 183211238205004 327 371 417445 480508 849 | 571765 75 73
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57
5000 AU DR
85 mmnmnmnmnm
29 m/z 43.10 61.59%
ol 1113141169197226
m/z--> 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71 21:80 22.00 22.20 22.40 22.60
5000 m/z 85.00 55.98%
99127
0 ‘ u 155183 225253 295 337
m/z--> 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #215181: 2-methyloctacosane e
57 21.80 22.00 22.20 22.40 22.60
m/z 55.00 33.97%
- I W
o2 ] ﬂlf3141169197225 267295 365393
m/z--> 55 160 1%0 200 250 300 3%0 400 4éo 560 séo 2180 2200 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001285.D

Aca On : 09 Dec 2019 22:44

Operator :© JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 13 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.89 14.90 ng 497830 Perylene-di12 21.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 58
2 1-Naphthalenecarboxvlic acid. de... 316 C21H3202 001235-39-8 55
3 1l.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 49
4 Aromandendrene 204 C15H24 000489-39-4 46
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 46

Abundance Scan 3537 (22.892 min): BP001285.D (-3527) (-) m/z 204.20 100.00%

4

5000
269 301

-

22.60 22.80 23.00 23.20
m/z 55.05 67 .95%

o 355 393425 460 506537

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...

r

22.I60 22.I80 23.I00 23!20
m/z 69.05 65.13%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158349: 1-Naphthalenecarboxylic acid, decahydro-1,4a-dime...
316

%

22.60 22.80 23.00 23.20
m/z 121.05 60.77%

5000

-

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(...
95 22.60 22.80 23.00 23.20
161 m/z 95.10 59.71%
5000 204
41
IL “.[133
o .“..,ﬂ.qﬁu ,...‘“.‘\,..'.\. R I R s T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120919\
Data File : BP001285.D

Acq On : 09 Dec 2019 22:44

Operator : JU

Sample - K6188-01

Misc :

ALS Vial : 16 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 28.3 ng 684747 1 8.30 483159 20.0
unknown7 .95 7.95 122.1 ng 2950140 1 8.30 483159 20.0
n-Hexadecanoic acid 16.49 5.3 ng 189962 4 15.60 718869 20.0
Dichloroacetic ac... 19.12 17.5 ng 596603 5 19.24 681884 20.0
Heptacosane 19.92 2.5 ng 84047 5 19.24 681884 20.0
Triacontane 20.30 2.6 ng 87638 6 21.01 668120 20.0
Tetratriacontane 20.69 4.3 ng 144088 6 21.01 668120 20.0
Eicosane 21.13 3.6 ng 121152 6 21.01 668120 20.0
Heneicosane, 11-d... 21.62 4.8 ng 159164 6 21.01 668120 20.0
Octadecane, 1-(et... 21.70 6.0 ng 200583 6 21.01 668120 20.0
Hexadecane 22.20 2.4 ng 79263 6 21.01 668120 20.0
Naphthalene, 1,2,... 22.89 14.9 ng 497830 6 21.01 668120 20.0
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