LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 5.001 253 255 265 rBV 247593 407013 10.00% 1.703%
2 5.424 291 292 295 rBV 799986 1179425 28.98% 4.934%
3 6.476 381 384 390 rBV2 812960 922667 22.67% 3.860%
4 6.601 393 395 398 rBVY 1925266 2078035 51.06% 8.693%
5 6.842 413 416 418 rBVY 1000033 924403 22.71% 3.867%

7.002 427 430 432 rBV 2587420 3005375 73.84% 12.572%
7.413 463 466 468 rBV 2561315 2576405 63.30% 10.777%
8.122 526 528 531 rBV 840526 1097838 26.97% 4_.592%
3894355 4070145 100.00% 17.026%
9.596 655 657 660 rBvV 205792 180027 4.42% 0.753%
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11 9.882 679 682 684 rBVY 1077852 1051270 25.83% 4._.398%
12 10.305 718 719 721 rVB 56711 50667 1.24% 0.212%
13 10.670 748 751 753 rBV 939661 1141271 28.04% 4.774%
14 10.785 759 761 765 rBV 70829 103009 2.53% 0.431%
15 11.231 798 800 801 rBV 50025 51191 1.26% 0.214%

16 11.356 809 811 814 rBV 679079 832687 20.46% 3.483%
17 12.945 948 950 953 rBV 2644444 2543047 62.48% 10.638%
18 13.848 1027 1029 1040 rBV2 41624 112992 2.78% 0.473%
19 13.997 1040 1042 1045 rVB 892203 818116 20.10% 3.422%
20 15.425 1164 1167 1172 rBV 600618 759943 18.67% 3.179%

Sum of corrected areas: 23905526
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.00 8.81 ng 407013 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 255 (5.001 min): BF093145.D (-253) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 INSEDENARRE SRR AR
| 83.1 | 4.60 4.80 500 5.20 5.40
SN OSSO sc M m/z 59.10 57.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.10 19.03%
"|'???"“l'“'|'“'|'“qu"?%9'|“"|'“'l'“'l'“'l"“l"“l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.60%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T e Y
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.99Y%
5000 41.0
"I""I"'jlj"'I""i'"'??'Q'I""I""I""I"" +?§'?"'4??'q'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 2

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

6.60 44 _96 ng 2078040 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.601 min): BF093145.D (-393) (-) m/z 132.10 100.00%
13R.1
5000 68.1
©1 sa0 ||t 6% 610 660 oB0 7hy
e preeib el e 82 L 0P W Tm/z 68.10  49.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AU R L
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.10 31.43%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.06%
104.0
140 270 300 510 600770 oo, 115.0
wwwmmmﬁrwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine USRRMRY A VY KM S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.11%
5000
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T SRR U U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.47 ng 103009 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 68
2 Eicosane 282 C20H42 000112-95-8 58
3 Heptacosane 380 C27H56 000593-49-7 58
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 58
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 761 (10.785 min): BF093145.D (-759) (-) m/z 57.10 100.00%
57.1
5000 911
| o 5 15501850 1040 10/60 1030 1100
s | m/z 43.10  66.56%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 AR U AL SRS B
10,40 10.60 10.80 11.00
m/z 71.05 57.94%
thhfﬁﬁﬂolwmnmwMMM%o
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.40 10.60 10,80 11.00
5000 m/z 91.10 46.24%
85.0
29.0
113.0141.0169.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane e ARRRAREREEE LS
57.0 10.40 10.60 10.80 11.00
m/z 85.10 36.25%
5000
85.0
2900 1 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093145.D

Aca On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Tetracosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.76 ng 112992 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 90
4 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 87
5 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 86
Abundance Scan 1029 (13.848 min): BF093145.D (-1027) (-) m/z 57.10 100.00%
| | W
5000
111.1
' 13.60 13.80 14.00 14.20
m/z 43.05 91.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43.0
5000 83.0 RIS SN SUNILE SRR S
13.60 13.80 14.00 14.20
18.0 m/z 55.10 86.57%
|4l o 140.0 168.0196.0  238.0266.0  308.0336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
"' 13.60 13.80 14.00 14.20
5000 69.0 m/z 83.10 81.13%
97.0
1250 154.0181.0  224.0252.0
mmm?wmwwwwwrwwﬁwrwﬁmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #149597: Pentafluoropropionic acid, pentadecyl ester
43.0 13.60 13.80 14.00 14.20
m/z 69.10 76.88%
5000 69.0
L 125.0 153.0 182.0 210.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022317\
Data File : BF093145.D

Acq On : 24 Feb 2017 12:03

Operator : SJ/MA

Sample : 11947-04

Misc :

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 8.8 ng 407013 1 6.84 924403 20.0
unknown6 .60 6.60 45.0 ng 2078040 1 6.84 924403 20.0
Heptadecane, 2,6,... 10.78 2.5 ng 103009 4 11.36 832687 20.0
1-Tetracosanol 13.85 2.8 ng 112992 5 14.00 818116 20.0
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