LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample = J5329-05

Misc :

ALS Vial : 21 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-BF100818 .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 4.898 475 478 494 rBV 39324 62757 3.21% 0.388%
2 5.316 545 549 579 rBVY 1272282 1596350 81.57% 9.874%
3 6.345 720 724 741 rBVY 1290215 1723290 88.05% 10.659%
4 6.469 741 745 770 rVB 1641273 1906289 97.40% 11.791%
5 6.698 780 784 806 rVB 299003 456292 23.31% 2.822%
6 6.851 806 810 835 rBVY 1389437 1392147 71.13% 8.611%
7 7.257 876 879 906 rBV 765323 1145334 58.52% 7.084%
8 7.975 998 1001 1032 rBV 418109 567684 29.01% 3.511%
9 9.051 1180 1184 1202 rBV 1818097 1957137 100.00% 12.105%
10 9.445 1247 1251 1262 rBV 161962 174311 8.91% 1.078%

11 9.722 1294 1298 1313 rBV 557631 553168 28.26% 3.421%
12 10.510 1428 1432 1451 rBV 736941 962632 49.19% 5.954%
13 11.198 1546 1549 1566 rBV 346013 489495 25.01% 3.028%
14 11.739 1638 1641 1649 rBvV 22806 33524 1.71% 0.207%
15 12.780 1814 1818 1830 rBV 1529306 1556493 79.53% 9.627%

16 13.692 1967 1973 1987 rBV3 58368 161596 8.26% 1.000%
17 13.827 1992 1996 2008 rVB 489904 560312 28.63% 3.466%

18 14.298 2069 2076 2079 rBv2 24844 27801 1.42% 0.172%
19 14.592 2120 2126 2130 rBvV 45727 50024 2.56% 0.309%
20 14.662 2134 2138 2142 rVV 39882 39759 2.03% 0.246%
21 14.904 2175 2179 2184 rVB 51487 54269 2.77% 0.336%
22 15.221 2229 2233 2246 rBV 311387 523904 26.77% 3.240%
23 15.645 2300 2305 2314 rVB 50075 75222 3.84% 0.465%
24 16.104 2377 2383 2392 rBV2 33728 66856 3.42% 0.414%
25 16.633 2467 2473 2480 rBvV4 16305 30798 1.57% 0.190%
Sum of corrected areas: 16167444
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF100918\

BF109717.D

10 Oct 2018 1:36

JussJ

J5329-05

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 5

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

4.90 2.75 ng 62757 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 478 (4.898 min): BF109717.D (-475) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e R
| 83.0 460 4.80 5.00 5.20
ot e e e e m/z 59.10 55.10%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R LR L IR
460 4.80 5.00 5.20
59.0 m/z 101.00 21.45%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.00 15.46%
101.0
o 180 30 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43.0 460 4.80 5.00 5.20
m/z 41.00 10.18%
57.0
5000
20.0 101.0
oL 0 ll. 730 830
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\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 83.56 ng 1906290 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109717.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBERAREE R LRSS S
40.0 54 J 6.20 6.40 6.60 6.80
O‘M.'ﬁ‘}-?’. R X m/z 68.05 40.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S SR I UL A
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.69%
51.0 70.0 86.0
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk om0 ok ok
5000 9go 1160 m/z 66.00 26.84%
(o) — ||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||“‘|||||15|8|.0|||||:!-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.26%
5000
104.0
380510 00 q10 | 4190
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.77 ng 161596 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1973 (13.692 min): BF109717.D (-1967) (-) m/z 57.10 100.00%
57.1
97.1
5000
25.1
207.0 13.40 13.60 13.80 14.00
ob—— L e | m/z 83.10 87.57%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol

5000
13.40 13.60 13.80 14.00

i m/z 43.05 85.98%
L) }67019502230 264029203220 378.0

o A Nl
m/z--> 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 197.0
A e
13.40 13.60 13.80 14.00
5000 m/z 55.05 84.71%
25.0
29.0
ol )l I \41560 195.0224.0252.0 _ 308.0337.0
e b s S , T T
m/z--> 50 100 150 200 250 300 350
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0 83.0 13.40 13.60 13.80 14.00
‘ m/z 69.00 78.69%
5000
’ rzao
0 .‘.Ju*,:”ﬁhl},légqlgﬂq B —
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 7
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.07 ng 54269 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2178 (14.898 min): BF109717.D (-2175) (-) m/z 57.10 100.00%
51.1
5000
99.1 U IR B B
II | |]_41.0 207.0 14.60 14.80 15.00 15.20
ob— A ——— m/z 71.10 76.04%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 U R UM DU BURRA
14.60 14.80 15.00 15.20
99.0 m/z 43.05 68.88%
. 27.I°.| Lid l| | 1410 1830 2250 266,0296.0
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 53.34Y%
99.0
o210 J 3\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #129498: Nonadecane, 2-methyl-
57.0 14.60 14.80 15.00 15.20
m/z 55.00 25._.55%
5000
99.0
Lol a0 e 0
m/z--> 55 100 150 260 2éo 360 3éo ' 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.87 ng 75222 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2304 (15.639 min): BF109717.D (-2300) (-) m/z 57.10 100.00%
57.1
5000
13.0 " 15.40 15.60 15.80 16.00
o....,...]I,.":'..“,-...2.?5.‘9..,........,........,....,....,....,.. m/z 71.05 69.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane

5000

15.40 15.60 15.80 16.00
m/z 43.05 63.03%

169.0 2250 281.0  365.0

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
R N RERE R RS
15.40 15.60 15.80 16.00
5000 m/z 85.10 48.22%
13.0
o L5010 250 0 wso aano
e e e e e , R RRRREEERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0 15.40 15.60 15.80 16.00
m/z 55.05 20.99%
5000
o 1? 1690 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100918\
Data File : BF109717.D

Aca On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample : J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 10-Methylnonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.55 ng 66856 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 2382 (16.098 min): BF109717.D (-2377) (-) m/z 57.05 100.00%
57.0
99.1 et it et
l| | 411 1930 15.80 16.00 16.20 16.40
okt Il e e m/z 71.05 78.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 L SRR SO SR B
15.80 16.00 16.20 16.40
99.0 154.0 m/z 43.10 66 .94%
0 |2|7'|:0'| |'|'l| Ijlndl |“|'l||||I||||||||||2|67|q| e o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 58.99%
99.0
oL270) | L] pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #202661: Heptacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 25.86%
5000
.0
OZH‘JJQ‘QW1%OQM2mom% 380.0
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100918\
Data File : BF109717.D

Acq On : 10 Oct 2018 1:36

Operator : JU/SJ

Sample - J5329-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 62757 1 6.70 456292 20.0
unknown6 .47 6.47 83.6 ng 1906290 1 6.70 456292 20.0
1-Heptacosanol 13.69 5.8 ng 161596 5 13.83 560312 20.0
Heneicosane 14.90 2.1 ng 54269 6 15.22 523904 20.0
2-methyloctacosane 15.64 2.9 ng 75222 6 15.22 523904 20.0
10-Methylnonadecane 16.10 2.5 ng 66856 6 15.22 523904 20.0
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