LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 5.622 593 601 616 rBV 273856 442877 15.82% 1.907%
2 6.222 696 703 707 rBVY 1679416 2100849 75.03% 9.047%
3 7.758 957 964 976 rBVY 1741251 2317195 82.76% 9.979%
4 7.946 990 996 1006 rVB 1848258 2244009 80.14% 9.664%
5 8.305 1052 1057 1066 rBV 464301 546955 19.53% 2.355%
6 8.552 1092 1099 1105 rBV 1430078 1749476 62.48% 7 .534%
7 9.187 1200 1207 1211 rBV 1162917 1452725 51.88% 6.256%
8 10.340 1397 1403 1408 rBV 539365 651276 23.26% 2.805%
9 12.122 1698 1706 1710 rBV 2093701 2539061 90.68% 10.934%
10 12.787 1814 1819 1826 rBV 183802 200336 7.15% 0.863%

11 13.204 1883 1890 1904 rBV 605175 766082 27.36% 3.299%
12 14.498 2102 2110 2122 rBV 1318206 1736255 62.01% 7.477%
13 15.598 2289 2297 2309 rBV 713714 811316 28.98% 3.494%
14 16.486 2445 2448 2462 rBV 55416 83980 3.00% 0.362%
15 17.886 2680 2686 2690 rBV 2593233 2800024 100.00% 12.058%

16 19.116 2891 2895 2911 rBV 184976 443981 15.86% 1.912%
17 19.239 2911 2916 2931 rVB 655777 781841 27.92% 3.367%

18 19.922 3028 3032 3035 rBvV 41982 47274 1.69% 0.204%
19 20.110 3060 3064 3069 rBvV 45604 47641 1.70% 0.205%
20 20.298 3092 3096 3100 rBV 85641 89772 3.21% 0.387%

21 20.692 3158 3163 3169 rBvV 99862 129868 4.64% 0.559%
22 21.016 3212 3218 3224 rVB 546019 728174 26.01% 3.136%
23 21.127 3232 3237 3246 rVB 82369 130277 4._.65% 0.561%
24 21.627 3316 3322 3328 rBV2 92404 157845 5.64% 0.680%
25 21.698 3329 3334 3341 rBV6 33283 100760 3.60% 0.434%

26 22.198 3413 3419 3426 rBV2 44274 89647 3.20% 0.386%
27 22.863 3528 3532 3538 rVvB4 15059 31860 1.14% 0.137%
Sum of corrected areas: 23221356
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator : JU

Sample : K6145-05

Misc :

ALS vial : 9 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: BP001278.D
2500000

2000000 705
6.22 7.76
1500000 8.55

9.19

1000000

500000 8.30

5.62

I I
7.50 8.00

I I
8.50 9.00

i - LI L B

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: BP001278.D

2500000

12.12
2000000

1500000
14.50

1000000

15.60

10.34 13.20

500000

16.49
(0 o e e e  HL AL o o e e e o s o e e e o L o o o e s o s s s e B L e et o e

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: BP001278.D
2500000 17,89

{ 12.79

2000000

1500000

1000000

19.24 21.02

500000

19.1

19.920. 230 2069 22.20 22 86
ot e 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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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.

562 16.19ng 442877  1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
cetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
-Hexanol . 4-methvl- 116 C7H160 000615-29-2 33
.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
-Propen-2-ol, acetate 100 C5H802 000108-22-5 10

abrwNPE
PNW>N

Abundance Scan 601 (5.622 min): BP001278.D (-593) (-) m/z 43.00 100.00%

43
5000

101 L L
520 540 560 580 600
Obprrr kL 129158 202232 280308336364 40843546549853L | 'm/z 59.00 56.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trr T[T rrr[rrrrprrrrpro1

520 540 5.60 5.80 6.00
m/z 101.00 18.26%

15 101
o,l4.,.”.!.”.,.”. R B o e R AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
T R B e
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 15.04%
126
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8344: 3-Hexanol, 4-methyl- R ABAS mERRE Ea
9 520 540 560 580 600

m/z 41.05 8.83%

5000
31
87
o

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 82.05 ng 2244010 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 14
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 997 (7.952 min): BP001278.D (-990) (-) m/z 131.95 100.00%
132
5000 68
0 96 AL L R L
160 196 234261287314341368396424453481508536 760 780 800 820
0 m/z 68.05 48.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AR LR A S
7.60 7.80 8.00 8.20
70 m/z 66.00 36.62%
O'wah”l“"w"w"“ S S P UL L S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
AL L R L
7.60 7.80 8.00 8.20
5000 m/z 134.00 33.69%
69
39“' 103
O.JWNALQH..“..W..” R B T R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- B B R T
132 7.60 7.80 8.00 8.20
m/z 69.10 21.97%
5000
67
I 192
-t e e R R e
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 760 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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 2.07 ng 83980 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2449 (16.492 min): BP001278.D (-2445) (-) m/z 72.95 100.00%
43 |7
5000
129
l 1571852 |3 256 16.20 16.40 16.60 16.80
o! " “A wrb bl 1300 333 366 418 467 501531 m/z 59.95 97.74%
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
157195213 256 m/z 43.00 87.79%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
43 7B
16.20 16,40 16.60 16.80
5000 129 m/z 55.10 80.13%
199 242
‘ 1 57
oLk
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid A Ban RS
43 |8 16.20 16.40 16.60 16.80
m/z 57.00 75.23%
5000
‘ 129 171 214
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.12 11.36 ng 443981 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 2896 (19.122 min): BP001278.D (-2891) (-) m/z 55.00 100.00%

5b 83
5000 1

39 1880 19.00 1920 1940
167
o,....,....,.-.P.A.,~...1.96.2.2.4?5.2.25.‘1. (328 365 Al2443475 516548 m/z 57.05 94_88%

T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000

18.80 19.00 19.20 19.40
m/z 43.05  93.80%

0 27 }J P39167196 238266294
e B LR EEE s s s S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate

5[7

97 RN e e e e S R
18.80 19.00 19.20 19.40

5000 m/z 83.05 80.39%

125
‘ l 153182210 266294322

T e MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191698: Bromoacetic acid, hexadecy! ester R e R
43 18.80 19.00 19.20 19.40
83 m/z 69.05 77.86%
5000
11
o UL oz 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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.30 2.47 ng 89772 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3096 (20.298 min): BP001278.D (-3092) (-) m/z 57.05 100.00%
57
5000 85
113 20.00 20.20 20.40 20.60
155
O .1, LI 159183211230267294 341367307 431450486515544 | 7 43710 67.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 USSR UVARE

20 00 20. 20 20 40 20. 60
m/z 71.05 65.06%

113141169197225253281309337365394

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
R e e AR REERE R
20.00 20.20 20.40 20.60
5000 85 m/z 85.05 47 . 75%
29
JT {13141160197205053 205303 367
L i i o o B A o o o o B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57 20.00 20.20 20.40 20.60
m/z 55.00 28.50%
5000 85
113
o [7 141169197 239267294323352
R N s L all L REEEE RS SR R N EmEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 Heptadecane, 9-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.69 3.57 ng 129868 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3163 (20.692 min): BP001278.D (-3158) (-) m/z 57.10 100.00%
g7
5000 85
13141169 20.40 20.60 20.80 21.00
ok A 11,1 Ly 97225253282 323351 385415444 490 527 | sz 4310 64.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85 LI LN UL IR U
20.40 20.60 20.80 21.00
29 m/z 71.05 63.16%
13
ol | f} ff1}§9}97225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43
- 20,40 20.60 20.80 21.00
5000 m/z 85.05 47 .52%
99 210
0 | |17 127155182 1 239267296323
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane R e  BAREEamn
57 20.40 20.60 20.80 21.00
m/z 55.00 28.90%
5000 85
. 29 f}3141169197225253 295323 367
m/z--> 55 100 150 200 250 300 350 400 450 500 550 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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.13 3.58 ng 130277 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3237 (21.127 min): BP001278.D (-3232) (-) m/z 57.00 100.00%
5000
141 20.80 21.00 21.20 21.40
o 169197225253281309 341 384 428 472504532 m/z 71.05 63.33%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 SRV AR SRR AL
20.80 21.00 2120 21.40
m/z 43.05 62.68%
0 f}%}§1}§9 210239267 399338366
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
20.80 21.00 21.20 21.40
5000 a5 m/z 85.05 48 .56%
o | ff3141169197 2?9267296323352
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane T T R
57 20.80 21.00 21.20 21.40
m/z 55.00 23 .55%
5000 85
29 13 169
N R A
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.63 4.34 ng 157845 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3322 (21.627 min): BP001278.D (-3316) (-) m/z 57.05 100.00%

57
5000 85

13 21.40 21.60 21.80 22.00
155183 225 267
Ot “,1111, 08 355 403 441475 825 m/z 71.05 65.00%

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

r

21,40 21.60 21.80 22.00
m/z 43.05 62.00%

5000

141169197225253 295

366
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117636: Nonadecane

a

21.40 21.60 21.80 22.00
5000 85 m/z 85.05 44 _66%
29 268
13141
] 169197225
o L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- R mEE e
43 21.40 21.60 21.80 22.00
m/z 55.05 26.91%
71
99
o | 127155183 225253
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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.70 2.77 ng 100760 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 17-Pentatriacontene 491 C35H70 006971-40-0 86
5 1-Cyclopentyleicosane 350 C25H50 1000357-25-6 74
Abundance Scan 3334 (21.698 min): BP001278.D (-3329) (-) m/z 57.05 100.00%
87 |97
5000
25 ) VDN
167195 225 355 21.40 21.60 21.80 22.00
oh M.k 254282 325 394 437 468 501530 /7 83.00 94 _13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 197

5000 R e R e EEmmn mam
21. 40 21. 60 21. 80 22. OO

T5 m/z 55.00 90.86%

29
ok 153181210238266 308336
e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83
I
21.40 21.60 21.80 22.00
5000 11 m/z 43.10 88.57%
39
o 2y Pl 167196224252280308
i e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol B LA a ma e
55 83 21.40 21.60 21.80 22.00
m/z 97.05 83.53%
5000 11
o7 ‘ 39167196 238266294
T T T T T e T e o
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 : BP001278.D

Aca On : 09 Dec 2019 19:16

Operator :© JU

Sample : K6145-05

Misc :

ALS Vial : 9 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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.20 2.46 ng 89647 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 3419 (22.198 min): BP001278.D (-3413) (-) m/z 57.05 100.00%

5000 85

B

113 21.80 22.00 22.20 22.40 22.60
141169 209
ol | 'y |, bodop 95 2002382607295 312 991 439 475507535 | m/z  71.00  62.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209564: Octacosane
5000 TT T T[T T T T [T T T T[T T TT[TT

21. 80 22. OO 22 20 22. 40 22 60
m/z 43.05 57.28%

141169197225253281309337365394

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
R o AN B
21.80 22.00 22.20 22.40 22.60
5000 85 m/z 85.00 39.49%
o 113141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane Ll A L e
21.80 22.00 22.20 22.40 22.60
m/z 55.00 24.25%
5000

3

113
‘ 141169197225253280309 351379407436
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 : BP001278.D

Acq On : 09 Dec 2019 19:16

Operator : JU

Sample - K6145-05

Misc :

ALS Vial : 9 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 16.2 ng 442877 1 8.30 546955 20.0
unknown7 .95 7.95 82.0 ng 2244010 1 8.30 546955 20.0
n-Hexadecanoic acid 16.49 2.1 ng 83980 4 15.60 811316 20.0
1-Heneicosanol 19.12 11.4 ng 443981 5 19.24 781841 20.0
Octacosane 20.30 2.5 ng 89772 6 21.02 728174 20.0
Heptadecane, 9-he... 20.69 3.6 ng 129868 6 21.02 728174 20.0
Docosane, 11-butyl- 21.13 3.6 ng 130277 6 21.02 728174 20.0
Hexacosane 21.63 4.3 ng 157845 6 21.02 728174 20.0
n-Tetracosanol-1 21.70 2.8 ng 100760 6 21.02 728174 20.0
Pentadecane 22.20 2.5 ng 89647 6 21.02 728174 20.0
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