LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 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-BF092218 .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 4.898 474 478 491 rVB 59432 76539 3.74% 0.439%
2 5.316 546 549 579 rBVY 1287663 1622548 79.27% 9.306%
3 6.345 720 724 742 rBVY 1532629 1735481 84.79%% 9.954%
4 6.475 742 746 760 rVB 1731486 1744383 85.22% 10.005%
5 6.704 781 785 794 rBV 506021 540775 26.42% 3.102%
6 6.769 794 796 804 rVB2 14365 24075 1.18% 0.138%
7 6.857 807 811 830 rBVY 1483458 1405945 68.69% 8.064%
8 7.263 876 880 915 rBVY 1047963 1124635 54.94% 6.450%
9 7.981 999 1002 1030 rBV 662584 697426 34.07% 4 _000%
10 9.057 1181 1185 1204 rBV 2224368 2046865 100.00% 11.740%

11 9.451 1248 1252 1263 rBV 418785 354293 17.31% 2.032%
12 9.733 1296 1300 1312 rBV 690227 692289 33.82% 3.971%
13 10.516 1429 1433 1449 rBvV 990797 1013184 49.50% 5.811%
14 11.210 1547 1551 1569 rBV 650550 618847 30.23% 3.549%

15 11.745 1639 1642 1651 rBV3 59134 70142 3.43% 0.402%
16 12.786 1815 1819 1827 rBV 1540358 1543851 75.43% 8.855%
17 13.033 1855 1861 1864 rBV3 15983 21746 1.06% 0.125%
18 13.263 1898 1900 1907 rVB7 15052 22505 1.10% 0.129%

19 13.698 1970 1974 1980 rBV 85213 112718 5.51% 0.646%
20 13.833 1993 1997 2004 rBV 704295 686947 33.56% 3.940%

21 14.010 2025 2027 2031 rBV 40456 40220 1.96% 0.231%
22 14.315 2076 2079 2083 rBV 79152 78276 3.82% 0.449%
23 14.610 2126 2129 2132 rVB 69678 64872 3.17% 0.372%

24 14.921 2179 2182 2186 rVB 110576 109053 5.33% 0.625%
25 15.239 2231 2236 2239 rBV 405565 518369 25.33% 2.973%

26 15.274 2239 2242 2246 rVB 96033 116643 5.70% 0.669%
27 15.668 2305 2309 2316 rBV 114763 163559 7.99% 0.938%

28 16.133 2383 2388 2399 rVB2 64798 127889 6.25% 0.734%
29 16.662 2475 2478 2486 rVB3 32299 61047 2.98% 0.350%

Sum of corrected areas: 17435122
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF109548.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.90 2.83 ng 76539 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 478 (4.898 min): BF109548.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R na
829 4.60 4.80 5.00 5.20
Y X 1OV X | PN m/z 59.10 57.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR SR L SR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 21.02%
0 210 | 510 || 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 15.04%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e mm ma
43.0 4.60 4.80 5.00 5.20
m/z 41.10 10.14%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 64 .51 ng 1744380 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.469 min): BF109548.D (-742) (-) m/z 132.00 100.00%
132.0

%

5000 68.1
40.0 40 ‘| 81 %l'l 06.0 6.20 6.40 6.60 6.80
SRS SO <~ SN .- NN | m/z 68.10 44.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
0
310 51.0 m/z 134.00 32.37%
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
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-
132.0
117.0 6.20 6.40 6.60 6.80
5000 m/z 65.95 28.44%
39.0 910
mo T n momo | wse |l |
0.“.M,”.w.”.LH”,J.W.”.P”.P.”,MHW.”l“.w\..w.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.22%
5000
33.0 44.0 0.0 105.0
o 60.0 0.0 ‘ | 115.0
T T T T T e T e T L AL I e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4 Tridecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.27 ng 70142 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 n-Decanoic acid 172 C10H2002 000334-48-5 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 47
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 35
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1643 (11.751 min): BF109548.D (-1639) (-) m/z 73.00 100.00%
430 730
5000 129.0
970 213.2 ABABAA AN RARAN AR s
0| 157.0 1852 ' 256.2 11.40 11.60 11.80 12.00
) BRSNS /i | X m/z 43.00 82.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 LN U BB UL S B
nmnmnmnm
m/z 60.00 67.63%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39473: n-Decanoic acid
60.0
o 1140 1160 1180 1200
5000 129.0 m/z 55.05 67 .60%
87.0
olaso | W ALl Il aong | | w20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid R B .
73.0 11.40 11.60 11.80 12.00
m/z 41.00 67.36%
5000 43.0 129.0
157.0
e ]
0..W.H.P.HJ.. J.”M”Hw.”.ﬂ....ﬂ...“‘.”...”,”.w. M
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 1-Dodecanol, 2-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.28 ng 112718 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 68
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 68
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 68

Abundance Scan 1974 (13.698 min): BF109548.D (-1970) (-) m/z 57.05 100.00%

57.0

5000
111.1 R A
O m/z 43.10 76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 LA L L L L L L L L LB
13.40 13.60 13.80 14.00
m/z 71.10 62.83%
o 1390 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95994: 1-Decanol, 2-hexyl-
57.0

13.40 13.60 13.80 14.00
m/z 55.00 46.46%

5000
o 1390 1680 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119525: 1-Decanoal, 2-octyl- R R R
57.0 13.40 13.60 13.80 14.00

m/z 85.05 45 _30%

5000

139.0

0 168.0 196.0 224.0 252.0
L IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 6 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.32 2.28 ng 78276 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2080 (14.321 min): BF109548.D (-2076) (-) m/z 57.10 100.00%
57.1
85.0
5000
"~ 141.1 169.2 211.2 239.1 2811 14.00 14.20 14.40 14.60
0 : m/z 71.05 66 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57.0
85.0
5000 A BN UM ISR SRR
14.00 14.20 14.40 14.60
29.0 m/z 85.05 57.79%
' 11391410 240.0
ol I [ 169.0197.0
m/z--> 20 40 60 85 1601201501é0180200220240260280300350350
Abundance #175559: Tetracosane
57.0
650 14.00 14.20 14.40 14.60
5000 ' m/z 43.10 57.62%
29.0
. || | +309141.0169.0 1970 22502530 338.0
m/z--> 2'0 4'0 60 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane AR e R RR
57.0 14.00 14.20 14.40 14.60
m/z 55.05 23.80%
85.0
5000
29.0 113.0
. Ty 14101690 197022502530 296.0
m/z--> 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.50 ng 64872 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2129 (14.610 min): BF109548.D (-2126) (-) m/z 57.05 100.00%

5%.0

5000

14.20 14.40 14.60 14.80 15.00

18315911 249.1 283.1

0 m/z 71.10 71.45%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
14. 20 14. 40 14 60 14. 80 15. OO
113, m/z 43.05 65.78%
oLt 1] L 41410169 0197.0225.0253,0282.0
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R EEEmRms e
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 52.95%
29.0 .
L L || [*30141.0160.0197.0225.0253.0 29503230 367.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R B e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 23.17%
5000 85.0
29.0 113.0
0 “|‘ $-7141.0169.0197.0225.0253.0281.0309.0 338.0
T et R B EEmEms e
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 8 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4.21 ng 109053 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 Heneicosane 296 C21H44 000629-94-7 87
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2182 (14.921 min): BF109548.D (-2179) (-) m/z 57.10 100.00%
57.1
85.1
5000
| |IFMM“mMm”ﬂM%M2%1 352.1 14,60 14.80 15,00 1520 _
ob b by e .S m/z 71.10 79.60%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 LR DL SR S B

14,60 14.80 15.00 15.20
m/z 43.10 67.64%

113.0
oL 29 d 4 0e00 211.0239.0267.0295.0323,0 3520
. T AR L e
mz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
L
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.10 60.16%
29.0 113.0
oL Il L ] 141-0160.0197.0225.0253.0 2960
e
mz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- B B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 27 .60%
5000 85.0
113.0
oL } | I [ 14101600 210.0539.0267.0 309033803660
N N e G Ll e
mz--> 50 100 150 200 250 300 350 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 6.31 ng 163559 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 2-methviltetracosane 352 C25H52 1000376-72-6 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2309 (15.668 min): BF109548.D (-2305) (-) m/z 57.10 100.00%
57.1
5000
e 1540 1560 1530 1600
155.2 239. 2 , - - : :
o o ||, Lok 2l 1990 292 2811 801 0 nyz 71.10  79.75%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LI B SUMRL LR B
15.40 15.60 15.80 16.00
99.0 m/z 43.05 70.63%
o289 | | ) J] | 10 1830 2250 267.0 309.0  365.03040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
15.40 15.60 15.80 16.00
0
5000 85.0 m/z 85.10 59.56%
0 \“ ||| 2210 1600 2250 266.0295:0 337.0
m/z--> 50 100 1%0 200 250 300 350
Abundance #185534: 2-methyltetracosane B A e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 24 .33%
5000
99.0
o0 I JJij 1410 1830 2250 267.0 309.0
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.93 ng 127889 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2387 (16.127 min): BF109548.D (-2383) (-) m/z 57.05 100.00%
57.0
187.1 217.1 253.0 15.80 16.00 16.20 16.40
0 2811 BLL sz 71.10 72.51%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR DAL BRI BRI UL
15. 80 16. 00 16 20 16.40
m/z 43.10 60.14%
29.0 113.0
. ||.| L J 141:0169.0197.022502530 _ 296.0
m/z--> 55 150 260 250 300 350
Abundance #94346: Heptadecane
57.0
g5.0 15.80 16.00 16.20 16.40
5000 m/z 85.10 53.75%
29.0
Lol H13°141046901970 240.0
m/z--> 55 100 1%0 260 250 360 350
Abundance #175558: Tetracosane R B R O S
57.0 15.80 16.00 16.20 16.40
m/z 99.05 21.90%
85.0
5000
0 30,0“ i 1 “ ‘j 141 0169.0197.0225.0253.0 281.0 309.0 338-0
m/z--> 50 100 150 260 2éo 300 3%0 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109548.D

Aca On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample : J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10-Methylnonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.66 2.36 ng 61047 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvInonadecane 282 C20H42 056862-62-5 72
2 Octacosane 394 C28H58 000630-02-4 72
3 Pentacosane 352 C25H52 000629-99-2 64
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 59
5 Hexacosane 366 C26H54 000630-01-3 59
Abundance Scan 2478 (16.662 min): BF109548.D (-2475) (-) m/z 57.10 100.00%
57.1
5000
99.0 1511 HURR AR NN SUNURE B
| Jr’? ? 221.1 265.0 16.40 16.60 16.80 17.00
oL L, E Y R — m/z 43.00 60.19%
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 LI I BN SUL SRR
16,40 16.60 16.80 17.00
99.0 154.0 m/z 71.10 54 _85%
0270 ||'I|'|I|‘lll |“|'l|||l||||||||||2|67|0|| B i e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 50.38%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #185533: Pentacosane B EERR Bam e L
57.0 16.40 16.60 16.80 17.00
m/z 69.10 24 _27%
5000
99.0
o270l Ly i | | 0 1830 2250 2670 3090 3520
m/z--> 50 100 150 200 250 300 350 ' 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100318\
Data File : BF109548.D

Acq On : 3 Oct 2018 16:07

Operator : JU/SJ

Sample - J5222-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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... 4 .90 2.8 ng 76539 1 6.70 540775 20.0
unknown6 .47 6.47 64.5 ng 1744380 1 6.70 540775 20.0
Tridecanoic acid 11.75 2.3 ng 70142 4 11.21 618847 20.0
1-Dodecanol, 2-oc... 13.70 3.3 ng 112718 5 13.83 686947 20.0
Heptadecane 14.32 2.3 ng 78276 5 13.83 686947 20.0
Eicosane 14.61 2.5 ng 64872 6 15.24 518369 20.0
Pentacosane 14.92 4.2 ng 109053 6 15.24 518369 20.0
2-methyloctacosane 15.67 6.3 ng 163559 6 15.24 518369 20.0
Heneicosane 16.13 4.9 ng 127889 6 15.24 518369 20.0
10-Methylnonadecane 16.66 2.4 ng 61047 6 15.24 518369 20.0
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