LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 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-BF120518 .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 4.998 491 495 502 rvB 307503 368786 2.68% 0.340%
2 5.410 561 565 569 rBY 6263907 6177328 44.88% 5.689%
3 6.422 733 737 745 rBVY 4518927 4353690 31.63% 4 _.009%
4 6.575 758 763 766 rBY 11621126 10865705 78.95% 10.006%
5 6.804 799 802 806 rBVY 4748740 3830353 27.83% 3.527%
6 6.963 825 829 832 rBVY 11339136 10114008 73.49% 9.314%
7 7.363 892 897 900 rBVY 8792175 9248017 67.19% 8.516%
8 8.086 1016 1020 1023 rBV 6228247 4894126 35.56% 4_.507%
9 9.169 1199 1204 1207 rBV 15123219 13763069 100.00% 12.674%
10 9.810 1310 1313 1315 rBV 362410 302562 2.20% 0.279%

11 9.839 1315 1318 1322 rVB 5740153 4907410 35.66% 4_.519%
12 10.622 1447 1451 1455 rBV 7029886 6979762 50.71% 6.428%
13 11.321 1566 1570 1573 rBV 4884575 3929388 28.55% 3.619%
14 11.863 1657 1662 1678 rBV 3090215 3376171 24.53% 3.109%
15 12.645 1791 1795 1808 rBV 3079760 3149302 22.88% 2.900%

16 12.910 1835 1840 1843 rBV 11216164 10288806 74.76% 9.475%
17 13.815 1990 1994 1999 rBV 770438 910484 6.62% 0.838%
18 13.957 2014 2018 2021 rBV 3574499 3282988 23.85% 3.023%
19 14.139 2046 2049 2054 rBV 405613 416374 3.03% 0.383%
20 14.445 2098 2101 2105 rVB 654331 587471 4.27% 0.541%

21 14.745 2149 2152 2159 rVB 953582 983740 7.15% 0.906%
22 15.074 2205 2208 2216 rBV 918916 1029262 7.48% 0.948%
23 15.392 2257 2262 2266 rBV 1847695 2283260 16.59% 2.103%
24 15.445 2267 2271 2282 rVB 846785 1301149 9.45% 1.198%
25 15.874 2340 2344 2349 rVB 581680 785974 5.71% 0.724%

26 16.368 2424 2428 2435 rBV2 280827 461843 3.36% 0.425%

Sum of corrected areas: 108591028
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\

BF111120.D
5 Dec 2018 21:16
JussJ
J6134-05
17 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120518 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF111120.D

6.57

5.41

6.42

6.80

6.96

7.36

0
Time-->

I
4.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF111120.D

10.62
8.09

11.32

11.86

9.81

{

12.91

12.64

.

Time-->

T
10.00

11.00 11.50

9.50 12.00

10.50

12.50

13.00

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BF111120.D

R
13.50

Time-->

14.00 14.50 15.00

15.50 16.00 16.50

17.00

I
17.50

T
18.00

18.50

8270-BF120518.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 1

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

6.57 56.73 ng 10865700 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 762 (6.569 min): BF111120.D (-758) (-) m/z 131.95 100.00%
1319
5000 68.0
40.0 %1 - 620 640 6.60 6.80 7.00
ol L1 m/z 68.05 46.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57.0 130.0
5000 98.0 SSEBLARESE R BE N

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.67%

.0
o 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R A BEREE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 30.22%
41.0 97.0
0,.”.“”.“.”“.”,””,”.,”.w”...”..”..”...”“.”,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R I R
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 19.23%

5000

39.0 910
’ 65.0
12

0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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.
11.86 17.18 ng 3376170 Phenanthrene-d10 11.32
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 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1662 (11.863 min): BF111120.D (-1657) (-) m/z 43.10 100.00%
431 73.0 1
5000
129.1
157118522132 0 o 1160 11.80 12,00 12.20
ol |.|,.,, a L C U L TPT843 3298 0 o773 00 88.22%
m/z--> 150 200 250 300
Abundance #107549 n-Hexadecanoic acid
5000 129.0 LRI UL BN SULELLN UL
nmnmnmnm
M 97.0 157.0 155 02130 256.0 m/z 60.00 87.57%
0 “ sl 'J'L g
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.10 76 .85%
199.0
‘ H 1.0 157.0 242.0
OJ:S'IOLI HI I ‘.“ l"II“ .M“.“l I{I‘I Il .‘. L — '{I —
m/z--> 50 100 150 200 250 300
Abundance #84453: Tetradecanoic acid B i e e e e ]
73.0 11.60 11.80 12.00 12.20

m/z 41.10 74 .49%

43.0
5000 129.0
‘ 185.0 228.0
%, o ]
\‘\\ m % ul 157.0 .

Ol e e e N e s AABRA R

m/z--> 50 100 150 200 250 300 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.64 19.19 ng 3149300 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1794 (12.639 min): BF111120.D (-1791) (-) m/z 43.10 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 73.00 71.77%

o 1832 2412843 341 492.1
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131262: Octadecanoic acid

50007 28.

12.40 12.60 12.80 13.00
m/z 57.10 71.61%

185.0 241.0

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
6Q.

E

12.40 12.60 12.80 13.00
5000 m/z 60.00 69.90%
171.0 213.0 256.0
Ot
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid
73.0 12.40 12.60 12.80 13.00
m/z 55.10 68.11%
5000
224 199.0 242.0
0...‘, T T T T
m/iz--> 0 50 100 150 200 250 300 350 400 450 12.40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.55 ng 910484 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
Abundance Scan 1995 (13.821 min): BF111120.D (-1990) (-) m/z 57.05 100.00%
51.0
2000 M
F?l
R AN SR SO
1491 13.60 13.80 14.00 14.20
oLk dids .'L'J.l.k. 891 28932811 331037114083 4644 | nzz 43.10  74.39%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
51.0
97.0
5000 LI LN B SULBUL I
13.60 13.80 14.00 14.20
m/z 55.10 56.94%
oL el 113? 01820 2520 207.0 3480
m/z--> 50 100 1éo 200 250 300 350 400 450 '
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57.0
97.0 13180 15180 14100 1420
5000 m/z 71.10 50.57%
oL ‘ AL 3300 1800 2380 2830 384.0
m/z--> 50 160 150 260 2%0 300 350 400 450 '
Abundance #190678: 2- Chloropropionic acid, octadecy! ester B EEEEE BE s e
510 o7 0 13.60 13.80 14.00 14.20
' m/z 83.10 40.80%
- JW/\‘
0 B A m
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 12
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.54 ng 416374 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Eilcosane 282 C20H42 000112-95-8 92
3 Tetracosane 338 C24H50 000646-31-1 80
4 Docosane. 7-butvl- 366 C26H54 055282-15-0 80
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 80

Abundance Scan 2049 (14.139 min): BF111120.D (-2046) (-) m/z 57.10 100.00%

5000

13.80 14.00 14.20 14.40

41.1183.1
o 225.2 282.1 361.1406.2 466.4508.3 m/z 43.10 59.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 LA L L L L L L |

13.80 14.00 14.20 14.40
m/z 71.10 52.82%

141.0183.0225.0 281.0 337.0 394.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
E REEENEEE SRS Ry
13.80 14.00 14.20 14.40
5000 m/z 85.10 43.62%

" 141.0183.0225.0 282.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane e B R
57.0 13.80 14.00 14.20 14.40
m/z 41.05 21.09%
5000
9.0
0 1 141 0183 09225, 0 338 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13. 80 14. OO 14 20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.44 3.58 ng 587471 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 Octacosane 394 C28H58 000630-02-4 94
4 Hentriacontane 437 C31H64 000630-04-6 93
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93

Abundance Scan 2100 (14.439 min): BF111120.D (-2098) (-) m/z 57.10 100.00%

5000

-

14.20 14.40 14.60 14.80

141.1
o 183.2  252.3 298.3339.1380.2424.1  489.3533.4 m/z 43.10 68.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57.0
5000 LIRS

14.20 14.40 14.60 14.80
m/z 71.10 59.10%

9.0
ohd |, 1AL 018302250267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57.0
T
14.20 14.40 14.60 14.80
5000 m/z 85.10 40.69%
9.0
41.0183.0225.0267.0  338.0
O L o e T O NS B e o e B e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane S L B A SR
14.20 14.40 14.60 14.80
m/z 41.10 19.93%
5000

E

| 141.0183.0225.0 281.0 337.0 394.0
mz--> 50 100 150 200 250 300 350 400 450 500 550 1420 1440 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.74 8.62 ng 983740 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2151 (14.739 min): BF111120.D (-2149) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00

169.1
o 220.3 271.2 322.3 379.0422.2 491.4 540.3 m/z 43.10 63.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
57.0
5000 LA L L L L L L |

14.40 14.60 14.80 15.00
9.0 m/z 71.10 59._15%
14101830 2399 3100

O I L N BN i e o e B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
E RE RN R RS SRR S
14.40 14.60 14.80 15.00
5000 m/z 85.10 39.14%

141.0183.0225.0 281.0 337.0 394.0

0!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #219830: Triacontane R B
14.40 14.60 14.80 15.00
m/z 55.10 22.19%

5000

141018302250261030903510

422.0

m/z--> 50 100 150 200 250 300 350 400 450 500 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.07 9.02 ng 1029260 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 91
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87

Abundance Scan 2207 (15.068 min): BF111120.D (-2205) (-) m/z 57.10 100.00%

5000

9.2
14.80 15.00 15.20 15.40
41.1 207.1
273.3 341.0 426.3 476.4 546.4 m/z 43.10 61.87%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424:; Heneicosane
57.0
5000 LA L L L L L LB

14.80 15.00 15.20 15.40
m/z 71.10 53.99%

9.0
141.0
140 } | L A83.02250 2960

oyt e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
B R R
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _79%
90 1540
0 L e L} 197.0239.0281.0
A A e e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane L B o I
57.0 14.80 15.00 15.20 15.40
m/z 55.10 21.34%
5000
.0
0 | 141 0183.0225.0267.0 323.0 380.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 11 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 6.88 ng 785974 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83

Abundance Scan 2343 (15.868 min): BF111120.D (-2340) (-) m/z 57.10 100.00%

5000

:

15.60 15.80 16.00 16.20

1411 1972 2533 313.3360.4 407.4 461.1 520.1

0! m/z 43.10 64.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57.0
5000 LA L L L L L L
15 60 15. 80 16. OO 16 20
9.0 m/z 71.10 64.15%
141.0
ol L LI 38302250267, 030008520
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194492: Hexacosane
T

15.60 15.80 16.00 16.20
m/z 85.10 42.68%

5000

9.0 366.0
141.0183.0225.0267.0309.0

£

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- T T
57.0 15.60 15.80 16.00 16.20
m/z 55.10 23.93%
5000

?

9.0
| 1410 21002530 3090 366.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120518\
Data File : BF111120.D

Aca On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample : J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.37 4_.05 ng 461843 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetracosane 338 C24H50 000646-31-1 74
3 Tritriacontane 465 C33H68 000630-05-7 72
4 Pentadecane 212 C15H32 000629-62-9 72
5 Heneicosane 296 C21H44 000629-94-7 72
Abundance Scan 2428 (16.368 min): BF111120.D (-2424) (-) m/z 57.10 100.00%
57.1
5000 \\/'\_/\/\/\/V
&0 16.00 16,20 16.40 16.60
41.2 207 1 : : : :
0....l, ||,H, 2031 3514 AOL1 4694 5263 77 43.10  64.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane

?

5000

16,00 16.20 16.40 16.60
m/z 71.10 62.02%

o " 141.0183.0225.0 282.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane

)]
!
o

16.00 16.20 16.40 16.60

5000 m/z 85.10 52.29%
9.0
. | 1#10183.0225.0267.0  338.0
R e e S A
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #230028: Tritriacontane L R
57.0 16.00 16.20 16.40 16.60
m/z 55.10 28.13%
9.0
o | 141.0183.0225.0 281.0323.0 379.0421.0464.0
R R e e AR R R
mz--> 50 100 150 200 250 300 350 400 450 500 550 1600 16:20 16,40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120518\
Data File : BF111120.D

Acq On : 5 Dec 2018 21:16

Operator : JU/SJ

Sample - J6134-05

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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 .57 6.57 56.7 ng 10865700 1 6.80 3830350 20.0
n-Hexadecanoic acid 11.86 17.2 ng 3376170 4 11.32 3929390 20.0
Octadecanoic acid 12.64 19.2 ng 3149300 5 13.96 3282990 20.0
Octadecyl trifluo... 13.82 5.5 ng 910484 5 13.96 3282990 20.0
Octacosane 14.14 2.5 ng 416374 5 13.96 3282990 20.0
Heptacosane 14.44 3.6 ng 587471 5 13.96 3282990 20.0
Docosane 14.74 8.6 ng 983740 6 15.39 2283260 20.0
Heneicosane 15.07 9.0 ng 1029260 6 15.39 2283260 20.0
Pentacosane 15.87 6.9 ng 785974 6 15.39 2283260 20.0
Eicosane 16.37 4.0 ng 461843 6 15.39 2283260 20.0
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