LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample = J5858-03

Misc :

ALS Vial : 18 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-BF110818 .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 5.193 524 528 538 rVB 53471 74315 2.61% 0.333%
2 5.569 587 592 595 rBY 2231313 2113526 74.21% 9.461%
3 6.569 757 762 782 rBVY 1973372 2414107 84.77% 10.807%
4 6.716 782 787 790 rBVY 2437423 2319891 81.46% 10.385%
5 6.945 822 826 832 rBV 451181 413229 14.51% 1.850%
6 7.098 848 852 856 rBY 2033992 1768381 62.09% 7.916%
7 7.510 917 922 925 rBV 1457877 1437732 50.48% 6.436%
8 8.222 1040 1043 1056 rBV 532242 542341 19.04% 2.428%
9 9.298 1221 1226 1229 rBV 2842707 2705242 94.99% 12.110%
10 9.692 1289 1293 1304 rVB 182147 170992 6.00% 0.765%

11 9.980 1338 1342 1355 rBvV 655043 628574 22.07% 2.814%
12 10.780 1473 1478 1491 rBV 1680577 1650548 57.96% 7.389%
13 11.480 1593 1597 1605 rBV 680940 668323 23.47% 2.992%

14 11.916 1667 1671 1674 rBV3 19993 28546 1.00% 0.128%
15 11.980 1679 1682 1691 rVV 89679 96486 3.39% 0.432%
16 12.769 1811 1816 1821 rBV3 33273 45152 1.59% 0.202%
17 13.063 1861 1866 1869 rBV 2871916 2847956 100.00% 12.749%
18 13.269 1897 1901 1903 rBV 27446 29229 1.03% 0.131%
19 13.610 1955 1959 1962 rBV2 35337 32355 1.14% 0.145%

20 13.939 2011 2015 2028 rBV 199617 301299 10.58% 1.349%

21 14.127 2043 2047 2058 rBV 660724 597978 21.00% 2.677%

22 14.251 2066 2068 2071 rVB 41002 33397 1.17% 0.150%
23 14.557 2117 2120 2124 rBV 54599 51506 1.81% 0.231%
24 14.868 2168 2173 2181 rBV 587593 703749 24.71% 3.150%
25 15.221 2228 2233 2239 rBV 56617 70449 2.47% 0.315%
26 15.621 2296 2301 2302 rBV 52865 63708 2.24% 0.285%
27 15.651 2302 2306 2317 rVB 305538 385244 13.53% 1.725%
28 16.074 2373 2378 2384 rVB 44292 66690 2.34% 0.299%
29 16.598 2463 2467 2473 rBV3 26123 45544 1.60% 0.204%
30 17.962 2690 2699 2704 rBV7 12036 31896 1.12% 0.143%
Sum of corrected areas: 22338385
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110600.D
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Abundance TIC: BF110600.D
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Abundance TIC: BF110600.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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.

5.19 3.60 ng 74315 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propvlamine 59 C3HON 000107-10-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9

4 Diacetamide

101 C4H7NO2

000625-77-4 9

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 528 (5.193 min): BF110600.D (-524) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 480 5.00 5.20 5.40 5.60
”.,”..,”..“..Nﬁ..w..:w..”,..”,.h.,.”.,”..“ m/z 59.00 56.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B EE s e E e e e R
59.0 4.80 5.00 520 5.40 5.60
0
15.0 a10 1010 m/z 101.00 18.82%
ol ! 83.0
B B B e e B e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Propylamine
30.0
R R e S R n
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.21%
59.0
170 | 40 ‘
T T T T e e e e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one A R R
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.34%
5000
27.0 580
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.94 10.08 ng 301299 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2015 (13.939 min): BF110600.D (-2011) (-) m/z 57.10 100.00%
51.1
U SN SRR
39.1 13.60 13.80 14.00 14.20
..J,...'.',..J‘.=,.1.8.2:1,....,....,....,....,....,...., m/z 43.05 79.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
51.0
97.0
5000 AU SRR AR
13.60 13.80 14.00 14.20
m/z 55.00 66.02%
| ”%&o 252.0 297.0 3480
m/z--> §0 1%0 200 250 360 350 400 450 '
Abundance #223732: Tricosyl trifluoroacetate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 55.00%
| ‘ J | J 1[3?018102220 264.0 322.0 367.0 418.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate e BB SR e
57.0 13.60 13.80 14.00 14.20
m/z 69.10 51.69%
97.0
B J—/\.
1l ‘ | l 3?? 182.0222.0  294.0 339.0 490.0
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\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 13-Docosenamide, (Z2)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.87 23.54 ng 703749 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 2.11-Dimethvl-2.11-dodecanediol 230 C14H3002 022092-59-7 47
5 2-Methyl-tridecane-2,12-diol 230 C14H3002 1000187-03-5 43

Abundance Scan 2173 (14.868 min): BF110600.D (-2168) (-) m/z 59.00 100.00%

5000

.

14.60 14.80 15.00 15.20
m/z 72.00 65.64%

97.0
126119549 184.1 212.2 240.2 294.2320.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-

%

14.60 14.80 15.00 15.20
m/z 55.05 51.81%

5000

165.0193.0  240.0267.0294.0 337-0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59.0
_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_f
14.60 14.80 15.00 15.20
5000 m/z 43.05 37 .89%
29.0
| ‘ LS 2001540 184021002380 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... B BAEEEEREEE e
59.0 14.60 14.80 15.00 15.20
m/z 41.05 33.22%
5000
91.0 141.0 170.0196.0 229.0
_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_f

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.46 ng 66690 Perylene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2377 (16.068 min): BF110600.D (-2373) (-) m/z 57.10 100.00%
51.1
5000
99.1 R DA SUNILR SR SR
I 141.1 15.80 16.00 16.20 16.40
— s m/z 71.10 59.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LR BRI BUGRILN UL UL
mmmmmmmm
99.0 m/z 43.05 58.73%
|| ﬂ | }410 }8?0 2250 2810 3370 3940
m/z--> §o 100 150 200 250 300 350 460
Abundance #219831: Triacontane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.05 43.73%
99.0
Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 24 .94Y%
5000
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> §o 100 150 200 250 360 3%0 460 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110818\
Data File : BF110600.D

Aca On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample : J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.60 2.36 ng 45544 Perylene-di12 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2467 (16.598 min): BF110600.D (-2463) (-) m/z 57.10 100.00%
51.1
5000 \/‘Mj\/\/\w—‘
99.0 T T
l | 135.0 207.1 0811 1620 16,40 16.60 16.80 17.00
28 m/z 71.10 77.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 AR AR BRI S B
16. 20 16 40 16 60 16. 80 17. oo
99.0 m/z 43.10 56.73%
mmlllulﬂomw2%0%m3wo 366.0
m/z--> 55 100 150 260 250 360 3éo '
Abundance #209565: Octacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.10 51.63%
99.0
2710 J 3\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 260 250 360 3éo '
Abundance #94346: Heptadecane
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 27 .54Y%
5000
99.0
m/z--> 50 100 1%0 260 2éo 360 3éo ' 1620 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110818\
Data File : BF110600.D

Acq On : 8 Nov 2018 22:15

Operator : JU/SJ

Sample - J5858-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 5.19 3.6 ng 74315 1 6.95 413229 20.0
Octadecyl trifluo... 13.94 10.1 ng 301299 5 14.13 597978 20.0
13-Docosenamide, ... 14.87 23.5 ng 703749 5 14.13 597978 20.0
Octacosane 16.07 3.5 ng 66690 6 15.65 385244 20.0
Hexacosane 16.60 2.4 ng 45544 6 15.65 385244 20.0
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