LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 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 F\METHODS\8270-BF083019.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 5.469 570 575 578 rBVY 3633445 3735313 84.04% 10.131%
2 6.481 741 747 752 rBV2 3515488 4335192 97.54% 11.758%
3 6.622 766 771 774 rBV 4214959 3995849 89.91% 10.838%
4 6.845 806 809 813 rBV 916758 740597 16.66% 2.009%
5 7.004 832 836 840 rBVY 3333602 2972059 66.87% 8.061%
6 7.410 899 905 908 rBVY 2557176 2543355 57.23% 6.898%
7 8.127 1023 1027 1031 rBV 1195279 954013 21.47% 2.588%
8 9.204 1205 1210 1213 rBvV 5020097 4444460 100.00% 12.055%
9 9.592 1272 1276 1279 rBV 397230 312964 7.04% 0.849%
10 9.880 1321 1325 1329 rBvV 1377132 1109589 24.97% 3.010%

11 10.668 1454 1459 1462 rBV 2963270 2766192 62.24% 7.503%
12 11.363 1573 1577 1580 rBV 1330366 1101619 24.79%% 2.988%
13 11.886 1662 1666 1676 rBV 310357 286066 6.44% 0.776%
14 12.668 1796 1799 1806 rBV 95837 102528 2.31% 0.278%
15 12.945 1841 1846 1850 rBV 4019075 4238255 95.36% 11.495%

16 13.421 1924 1927 1934 rVB2 40793 49800 1.12% 0.135%
17 13.833 1994 1997 2007 rBv3 370021 467530 10.52% 1.268%
18 13.992 2020 2024 2027 rBV 950058 830559 18.69% 2.253%
19 14.156 2049 2052 2056 rBV 85017 88486 1.99% 0.240%
20 14.462 2099 2104 2110 rBV 127092 173256 3.90% 0.470%

21 14.768 2153 2156 2160 rVB 119218 110320 2.48% 0.299%
22 15.103 2209 2213 2220 rVB 142765 168303 3.79% 0.456%
23 15.445 2266 2271 2275 rBV 670229 878685 19.77% 2.383%
24 15.474 2275 2276 2281 rVB 138013 147353 3.32% 0.400%
25 15.909 2345 2350 2355 rBV2 120854 196734 4.43% 0.534%

26 16.403 2431 2434 2442 rVB3 69485 119769 2.69% 0.325%

Sum of corrected areas: 36868846
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\

BF116777.D

3 Sep 2019 17:25

HP/JU

K4554-01

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000

2000000

1000000

TIC: BF116777.D

6.62

5.47 6.48

7.00

6.85

7.41

0
Time-->

T
5.00
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5000000

4000000

3000000

2000000

1000000

TIC: BF116777.D

10.67

9.88 11.36

9.59

11.89
12.67

A
LI B L —

12.94

Ol
Time-->

11.50 12.00

T
10.00

T T
9.50 10.50 11.00 12.50

13.00

Abundance

5000000
4000000
3000000

2000000

1000000

3.42

TIC: BF116777.D

13.99
15.44

13.83

46 1477 1510  1R.47
14.16 1ﬁf6 4. >

1501 16.40

Time-->

1
13.50

T
18.00

I
17.00 17.50

16.00 16.50

15.00

15.50

14.00 14.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 107.91 ng 3995850 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF116777.D (-766) (-) m/z 131.95 100.00%
32
5000 68
6 rrrTyrTTTrTTTT T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 .,....,...::'!.‘.‘.7,::..??:..',....,..?‘?,..!.,.':..,.1.1?.,....,"...,.. m/z 68.05 42.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117
5000 AR SRS SR
620 6.40 6.60 6.80 7.00
9 gy 9a m/z 134.00 34._86%
o hm® T ] e |l el
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine

132

6.20 6.40 6.60 6.80 7.00

5000 97 m/z 66.00 26.62%
70
31
44 51 €0 7 86 105 116
o} N S Y M M MM BN MBS 1}
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine T BRams m e e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.91%
5000
104
39 51 78
0,,‘,,‘,‘“,“‘,?1,,117,, — S A | SN ———
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.19 ng 286066 Phenanthrene-d10 11.36
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 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1667 (11.892 min): BF116777.D (-1662) (-) m/z 73.00 100.00%
73
43 90
5000 129
97 213 S S waewe
1 M;Wmmﬂ% 27 256 1160 11.80 12.00 12.20
(o} m/z 60.00 70.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L B BRI SULALE U
nmnmnmnm
m/z 43.10 64 .52%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 57.05 57 .85%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B B e e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 57.29%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.26 ng 467530 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 93
Abundance Scan 1996 (13.827 min): BF116777.D (-1994) (-) m/z 83.05 100.00%
57
5000 __waﬁ\,vnfﬂuwA\Nﬁgm,,A,&“~,v
RN U BN B
3 139,cc 175 13.60 13.80 14.00 14.20
o 1 207 261 281 m/z 57.05 94.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
5 83
5000 R BN SO SN I
13.60 13.80 14.00 14.20
- m/z 69.00 86.41%
okl | 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 88
"' 1360 13.80 14.00 14.20
5000 m/z 55.00 85.79%
29
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 LA L e
57 83 13.60 13.80 14.00 14.20
m/z 97.05 82.73%
B AL/LA
29
ol 4l 167 195 222 250 280 308 336
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 13.I 60 13.|8O 14.'00 14.I 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.16 2.13 ng 88486 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2053 (14.162 min): BF116777.D (-2049) (-) m/z 71.10 100.00%
7
I LJ\\'/\J\\/J
5000
T - 15180 1400 1430 1440
154 211 244 267
0yl m/z 57.10 97.78%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 D DL B SRR
Bmmmmmmm
m/z 85.10 72.63%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.05 61.80%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane L B L LB L N LI N B
57 13.80 14.00 14.20 14.40
m/z 41.10 25.90%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 ' 1380 1400 1420 1440 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tritetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .46 4_.17 ng 173256 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 86
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 2104 (14.462 min): BF116777.D (-2099) (-) m/z 57.10 100.00%
57
5000
T’ 30 1440 483 el
1182 235 . . . )
o D 298827 Seese e M7z 71.05  83.21%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 L S B S L
14.20 14.40 14.60 14.80
97 m/z 43.10 62 .25%
0 141 183 225 267 323 379 421 463 505 547 604
m/z--> 6 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance #241528: Tetratetracontane
57
1420 14.40 14.60 14.80
5000 m/z 85.05 57 .82%

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

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane R B
57 14.20 14.40 14.60 14.80
m/z 55.00 25.78%
5000
99
o 141 183 225 338
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.51 ng 110320 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2156 (14.768 min): BF116777.D (-2153) (-) m/z 57.10 100.00%
57
85
5000
13 14.40 14.60 14.80 1500
141 183 . . . .
0...],'. ll L 161193205225 205 %6 njz 71.10  79.39%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 LA L B BV
14.40 14.60 14.80 15.00
29 141 m/z 85.10 65.88%
| 113 | 169
0 'J"I“'J'IA”"I'!"I""I"" U UL
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00
5000 m/z 43.10 59.09%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane A BT o e
57 14.40 14.60 14.80 15.00
m/z 99.05 21.03%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.83 ng 168303 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2212 (15.098 min): BF116777.D (-2209) (-) m/z 57.05 100.00%
57
85
5000
UL ™ 0 @ 26 a8 1480 15,00 15,20 1540
ol b g e m/z 71.10 82.46%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 L LN SULLLE L B
85 14.80 15.00 15 20 15. 40
29 m/z 85.10 56.88%
. | J (113 141 169 107 225 253 282
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57
o ' 14:80 15.00 15.20 15.40
5000 m/z 43.10 55.94Y%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane B B A Eame
57 14.80 15.00 15.20 15.40
m/z 55.00 18.15%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2éo 300 3éo ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.91 4_.48 ng 196734 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 2-methvltetracosane 352 C25H52 1000376-72-6 90
4 Triacontane 422 C30H62 000638-68-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2350 (15.909 min): BF116777.D (-2345) (-) m/z 57.10 100.00%
g7
85
5000

15.60 15.80 16.00 16.20

L “ [ L1t 169 197 225 249271 326 366 401

ol et b i Sl SR - Sl 4 m/z 71.05 83.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LA L L L L L L LB L |

15.60 15.80 16.00 16.20
m/z 85.10 62.17%

113
|77, 141 160 210 939 267 309 335 366

oL 38 b )|
el e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
e
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 54_.74%
29
oL J ] |1 (M3 141 169 197 225 253 295 323 367
ey e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185534: 2-methyltetracosane e A RERREEEEE
57 15.60 15.80 16.00 16.20
m/z 55.10 23.58%
5000 8
29
ol A 141 169 197 225 253 309 337
e I B T R e R B
m/z--> 50 150 200 250 300 350 400 15 60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090319\
Data File : BF116777.D

Aca On : 3 Sep 2019 17:25

Operator : HP/JU

Sample : K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.73 ng 119769 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2433 (16.398 min): BF116777.D (-2431) (-) m/z 57.10 100.00%
57
207 ARARE A S
iy l 113 33155 185 245  oga 363 16.00 16.20 16.40 16.60 16.80
bbby m/z 71.05 68.39%
m/z--> 50 100 150 200 250 300 350
Abundance #194494; Hexacosane
57
5000 85 U SRR SRR B
16.00 16.20 16.40 16.60 16.80
113 m/z 43.00 56.33%
0 200 d (169 197 225 253 295 366
m/z--> 50 100 150 260 250 300 350
Abundance #129492: Eicosane
57
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 39.56%
85
29
ol 1, | | | M3 141 169 107 225 253 282
m/z--> 50 100 1éo 200 250 300 350
Abundance #202661: Heptacosane I o
57 16.00 16.20 16.40 16.60 16.80
m/z 207.10 24 .48%
5000 85
29
oL “J I “113 141 169 197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 16.00 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090319\
Data File : BF116777.D

Acq On : 3 Sep 2019 17:25

Operator : HP/JU

Sample - K4554-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 107.9 ng 3995850 1 6.85 740597 20.0
n-Hexadecanoic acid 11.89 5.2 ng 286066 4 11.36 1101620 20.0
Behenic alcohol 13.83 11.3 ng 467530 5 13.99 830559 20.0
Heneicosane 14.16 2.1 ng 88486 5 13.99 830559 20.0
Tritetracontane 14.46 4.2 ng 173256 5 13.99 830559 20.0
Dodecane, 2-methyl- 14.77 2.5 ng 110320 6 15.44 878685 20.0
Eicosane 15.10 3.8 ng 168303 6 15.44 878685 20.0
Docosane, 11-butyl- 15.91 4.5 ng 196734 6 15.44 878685 20.0
Hexacosane 16.40 2.7 ng 119769 6 15.44 878685 20.0
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