LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 5.628 597 602 616 rVB 349930 595982 15.39% 2.029%
2 6.228 696 704 708 rBVY 2067126 2809588 72.54% 9.566%
3 7.763 957 965 975 rBVY 2168475 3069838 79.26% 10.452%
4 7.952 990 997 1001 rBVY 2382236 2983671 77.04% 10.158%
5 8.305 1052 1057 1065 rBV 422188 504279 13.02% 1.717%
6 8.552 1093 1099 1103 rBvV 1957213 2273500 58.70% 7.740%
7 9.193 1200 1208 1212 rBvV 1517961 1930260 49.84% 6.572%
8 10.340 1397 1403 1410 rBV 519982 600504 15.51% 2.044%
9 12.122 1698 1706 1710 rBV 2865867 3399841 87.79% 11.575%
10 12.787 1814 1819 1827 rBV 184208 207732 5.36% 0.707%

11 13.204 1883 1890 1899 rBV 559857 707605 18.27% 2.409%
12 14.498 2102 2110 2122 rBV 1901240 2460142 63.52% 8.376%
13 15.598 2289 2297 2308 rBV 660104 750708 19.38% 2.556%
14 16.486 2445 2448 2461 rBV 79419 120390 3.11% 0.410%
15 17.886 2680 2686 2690 rBV 3402442 3872901 100.00% 13.186%

16 19.116 2891 2895 2911 rBV2 247965 577480 14.91% 1.966%
17 19.239 2911 2916 2921 rVB 629448 704253 18.18% 2.398%
18 19.533 2962 2966 2970 rBV 48555 53142 1.37% 0.181%
19 19.922 3028 3032 3035 rBvV 72746 85419 2.21% 0.291%
20 20.298 3092 3096 3100 rBV 119018 132293 3.42% 0.450%

21 20.692 3158 3163 3169 rBvV 128533 162256 4._.19% 0.552%
22 21.016 3212 3218 3225 rVB 492629 674427 17.41% 2.296%
23 21.127 3232 3237 3245 rVB 114353 170855 4.41% 0.582%
24 21.627 3316 3322 3328 rBV 93599 162838 4._.20% 0.554%
25 21.710 3329 3336 3356 rvv4 42105 195230 5.04% 0.665%

26 22.198 3413 3419 3431 rVB3 55267 122950 3.17% 0.419%
27 22.868 3528 3533 3542 rVB4 19954 43826 1.13% 0.149%

Sum of corrected areas: 29371910
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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: BP001277.D
3000000

2500000 7.95

7.76
6.23
2000000 8.55

1500000 9.19

1000000

500000 563 8.30

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 8.00 8.50 9.00
Abundance TIC: BP001277.D

3000000 12.12
2500000
2000000 14.50
1500000

1000000

10.34 13.20 1560

12.79 JL J 16.49

o T T T e 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: BP001277.D
17,89

500000

3000000

2500000

2000000

1500000

1000000

19.24 21.02
500000 (
19.1

1053 19.92 2030 2069 Q113 2py; 2220 2287
bt A 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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 23.64 ng 595982 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 602 (5.628 min): BP001277.D (-597) (-) m/z 43.00 100.00%
43
5000 /\\
ot 520 540 560 580 600
Ol P2 136163 207237265293322300 01429 485 808536 . 'm/z 58.95 57.50%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR I UL L
520 5.40 560 5.80 6.00
m/z 101.00 18.38%
15 101
Ot e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
520 540 560 580 6.00
5000 m/z 58.00 15.46%
o 126
mz-> 0 50 100 150 200 250 300 350 400 450 560 550
Abundance #3686: 1-Propen-2-ol, acetate Rmmas e A Eaame mo
43 520 5.40 5.60 5.80 6.00
m/z 41.00 9.37%
5000
15 72 100
0 .‘..‘. I T T TP T T T ~T~TT
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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.

7.95 118.33 ng 2983670 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 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10

Abundance Scan 997 (7.952 min): BP001277.D (-990) (-) m/z 131.95 100.00%
132
5000 68
20 96 UL L L L
| l 172 207235262288315 361 301417 447476503529 760 _7.50 800 B8.20
o ..ﬁ” T T T T T T [ T T e [T T T e T m/z 67.95 50.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o AN LS LR A AR
7.60 7.80 8.00 8.20
31 70 m/z 66.00 39.18%
O'wah”l“ L DA L L LA DAL LI WAL W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132
7.60 7.80 8.00 820
5000 98 m/z 133.95 33.12%
0 Ll 160189
m/z--> 5|0 1(|)O 150 2(|)O 250 300 3é0 4CI)O 45|O SCI)O 55|O
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B B B R
132 7.60 7.80 8.00 8.20
69 m/z 69.05 23.31%
104
5000
31
e NI B B I L W L W I B o UL L L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 3.21 ng 120390 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 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2449 (16.492 min): BP001277.D (-2445) (-) m/z 60.00 100.00%

5000 129

:%

157185213
256 16.20 16.40 16.60 16.80
Obrril; L .'l,l..l.l.'l,.l.l.., 293 330 371 410438466 S07 542 m/z 72.95 99.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #107548: n-Hexadecanoic acid

B

@©

~

®
'
'

5000 LA L L L L L B LB
16 20 16. 40 16. 60 16. 80
21 m/z 43.05 89.30%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
43 78
T T T T
16.20 16.40 16.60 16.80
5000 129 m/z 55.00 86.10%
199 242
‘ 1 57
O+
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid L L L B L B
43,78 16.20 16.40 16.60 16.80
m/z 41.05 77 .66%
5000 129
241 284
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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 16.40 ng 577480 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2896 (19.122 min): BP001277.D (-2891) (-) m/z 57.05 100.00%
57
97
5000
\125153182210 252280 313341 395 428 461 494 538 18.80 19.00 19.20 19.90
O A AL L L (27182210 252280 313341 395428 461494 538 | sz 43.10  92.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83

5000

o }J P39167196 238266294

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

18.80 19.00 19.20 19.40
m/z 55.05 91.88%

Abundance #194196: Octadecy! trifluoroacetate
57
97
18.80 19.00 19.20 19.40
5000 m/z 83.05 72.17%
125
29
o | l 154182 224252 297 348
I o e e e RS e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217811: Pentafluoropropionic acid, octadecy! ester R e AL RAR
57 18.80 19.00 19.20 19.40
o7 m/z 69.05  64.95%
5000
125
29 53 252
0 111 || 153182 224252 297 398
,.”.,.”.,..”,................“...“...“...“...“
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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Pentadecane, 8-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.92 2.43 ng 85419 Chrysene-di12 19.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 3032 (19.922 min): BP001277.D (-3028) (-) m/z 57.05 100.00%
57
5000 85 M
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
113 155 19.60 19.80 20.00 20.20
ob b LT 195, 197225053283310341 387 420 479 528 | n7z 43 10 60.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
71
5000 U AUV AR RS
19,60 19.80 20.00 20.20
m/z 71.10 56.08%
99 27 196
o | 27155 | 205252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propy!-
43
71 e R
19.60 19.80 20.00 20.20
5000 m/z 85.10 42 _.99%
J99126154183
Uns P"wﬂi'l“"'pﬁ LR SRR UL UL UL UL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane
57 19.60 19.80 20.00 20.20
m/z 41.05 25.39%
5000 85
29 13
ol fJ ﬂ?l}?9197225253281309338
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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.30 3.92 ng 132293 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Heneicosane 296 C21H44 000629-94-7 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92

Abundance Scan 3096 (20.298 min): BP001277.D (-3092) (-) m/z 57.05 100.00%

g7
5000 85

20.00 20.20 20.40 20.60

13
|[1 141169197225253 282 325355 405 436467495 539

(SN N R by er LSS A 2R SR SR CTE SR E R m/z 43.10 64.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85 LI L L L L
20 00 20. 20 20 40 20. 60
- s m/z 71.05  58.34%
ol 1. 141169197225253281309337365394
I e e o e e R R R et e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57
20.00 20.20 20.40 20.60
5000 a5 m/z 85.05  48.22%
29 113
ol [ 141169197225253281309338
“..w..”,.”.,”........” B e N R EEEs
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424:; Heneicosane
57 20.00 20.20 20.40 20.60
m/z 55.00 25.31%
5000 85
29 113
ol ['] }?1169197225253 296
B e o e LI I o e o o R N ELmEE
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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.69 4.81 ng 162256 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 95
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3163 (20.692 min): BP001277.D (-3158) (-) m/z 57.05 100.00%
57
5000
99 20.40 20.60 20.80 21.00
141 : : :
ol hdd L] 145 183 225 281 341 401 451489520 L7 4305 64.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425: Heneicosane
57
5000 LRI IR BN SN AR
mmmmmmmm
99 m/z 71.05 60.26%
0 151 |14 183 225 296
m/z--> 6 éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #141433: Pentadecane, 8-hexyl-
43
20.40 20.60 20.80 21.00
5000 85 m/z 85.05 45 _40%
196
o 12, 239 280
m/z--> 6 50 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane O e B e
57 20.40 20.60 20.80 21.00
m/z 55.05 24 .41%
5000
97
ol 26 | 141 183 225 267 309 351 393 435 491 535574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&'30 6(I)O 20. 40 20 60 20. 80 21. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Heptadecane, 9-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.13 5.07 ng 170855 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heneicosane 296 C21H44 000629-94-7 92
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3237 (21.127 min): BP001277.D (-3232) (-) m/z 57.05 100.00%
57
5000 85
13 20.80 21.00 21.20 21.40
41169
ol 4 .|!1.J 4169107225253281300 356387414 452 488 535 | 17y 43 05 66.180%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
48
71
5000 USSR AR
20. 80 21. oo 21 20 21.40
% 210 m/z 71.05 64.37%
0 | 127155 7723967296323
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4éo 560 5%0
Abundance #117648: Octadecane, 2-methyl-
43
o 20.80 21.00 21.20 21.40 |
5000 m/z 85.10 46 .15%
99
0 J 127155183 225253
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4éo 560 5%0
Abundance #141424: Heneicosane
57 20.80 21.00 21.20 21.40
m/z 55.00 24 .76%
5000 85
. %9 f}3}f1169197225253 296
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4éo 560 5%0 2080 2100 2120 2140 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.63 4.83 ng 162838 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane. 1l1-decvl- 437 C31H64 055320-06-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3322 (21.627 min): BP001277.D (-3316) (-) m/z 57.05 100.00%

5000

-

21.40 21.60 21.80 22.00

141 183 22552281
o 252 327355383 429 461 496 536 m/z 43.05 64 _36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
5000 LA L L L L LB

21,40 21.60 21.80 22.00
m/z 71.10 63.98%

113
141 183711239567 310

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane
S EEARE EEE e e S
21.40 21.60 21.80 22.00
5000 m/z 85.05 47.82%

113141169197225253281309338

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223853: Heneicosane, 11-decyl- R S T T T TR
57 21.40 21.60 21.80 22.00
m/z 55.00 23.38%
5000 85
29 s 295
oL [H13141169197225 266 | 323 435
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21. 60 21. 80 22. 00

e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120919\
Data File : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 5
R.T. EstConc Area Relative to ISTD R.T.

21.71 5.79 ng 195230 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 70
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 70
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 70
5 1-Heneicosanol 312 C21H440 015594-90-8 70

Abundance Scan 3336 (21.710 min): BP001277.D (-3329) (-) m/z 57.10 100.00%

57

97

5000

125 ||||||||IIII|IIII|IIII|
207

. i 153 238 277 330 367 400429 480 523 21.40 21.60 21.80 22.00

Ch

m/z 83.05 82.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194196: Octadecyl trifluoroacetate
57

97

5000 Crp e
21,40 21.60 21.80 22.00

125 m/z 43.10 77.23%

29
o | 1 154182 224252 297 348
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185169: Heptadecy! trifluoroacetate
57
97 IIIIIIIIIIIIIIIIIIIIIII
21.40 21.60 21.80 22.00
5000 m/z 97.05 70.38%
29 125
o ] | 154182210238 283 334
B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane B R
57 21.40 21.60 21.80 22.00
97 m/z 55.05 65.47%
5000
29 125
o ] | 154 196224 269 320
T o L L Bt o o o i R
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 : BP001277.D

Aca On : 09 Dec 2019 18:47

Operator :© JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.20 3.65 ng 122950 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3419 (22.198 min): BP001277.D (-3413) (-) m/z 57.05 100.00%

57

:

5000 85
3 21.80 22.00 22.20 22.40 22.60
155 208 281 : . : . .
Ol A L 20 208238 207 314342 392 436467499 535 | m/z 71.05  63.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
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 59.69%

13
141169197225253280309 351379407436
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #141424:; Heneicosane

E

21.80 22.00 22.20 22.40 22.60
5000 85 m/z 85.05 45.87%

13141169197025555 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane e e
57 21.80 22.00 22.20 22.40 22.60
m/z 55.05 30.36%
5000 85
29 13 169
140" | 248
o e e S

%

m/z--> 0 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 : BP001277.D

Acq On : 09 Dec 2019 18:47

Operator : JU

Sample : K6177-06

Misc :

ALS Vial : 8 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 23.6 ng 595982 1 8.31 504279 20.0
unknown7 .95 7.95 118.3 ng 2983670 1 8.31 504279 20.0
n-Hexadecanoic acid 16.49 3.2 ng 120390 4 15.60 750708 20.0
1-Heneicosanol 19.12 16.4 ng 577480 5 19.24 704253 20.0
Pentadecane, 8-he... 19.92 2.4 ng 85419 5 19.24 704253 20.0
Octacosane 20.30 3.9 ng 132293 6 21.02 674427 20.0
Tetratetracontane 20.69 4.8 ng 162256 6 21.02 674427 20.0
Heptadecane, 9-he... 21.13 5.1 ng 170855 6 21.02 674427 20.0
Docosane 21.63 4.8 ng 162838 6 21.02 674427 20.0
Octadecyl trifluo... 21.71 5.8 ng 195230 6 21.02 674427 20.0
Hentriacontane 22.20 3.6 ng 122950 6 21.02 674427 20.0
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