LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094517.D

Acq On 19 Apr 2017 15:48

Operator : SJ/MA

Sample - 12751-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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 height area % max. total
1 3.925 334 338 346 rBV 447618 497095 15.68% 1.771%
2 4.325 401 406 409 rBvV 2810893 2722181 85.86% 9.700%
3 4_707 467 471 476 rVB 31635 34880 1.10% 0.124%
4 5.395 583 588 597 rBV 2412772 2818844 88.91% 10.045%
5 5.525 605 610 613 rBVY 2923592 2875739 90.71% 10.248%
6 5.772 648 652 655 rBY 784590 736343 23.23% 2.624%
7 5.948 677 682 685 rBvY 2433304 2212786 69.79% 7.885%
8 6.419 757 762 765 rBvV 1898314 1832258 57.79% 6.529%
9 7.260 901 905 909 rBV 1044474 975440 30.77% 3.476%
10 8.583 1125 1130 1134 rBV 3166678 3170414 100.00% 11.298%

11 9.083 1211 1215 1219 rBV 572321 498231 15.72% 1.775%
12 9.395 1261 1268 1272 rBV2 1104690 1070825 33.78% 3.816%

13 9.995 1367 1370 1374 rVB 44360 41583 1.31% 0.148%
14 10.371 1429 1434 1437 rBV 1778596 1890583 59.63% 6.737%
15 10.577 1465 1469 1477 rBV 52134 66776 2.11% 0.238%
16 11.213 1573 1577 1580 rBV 1159326 1128529 35.60% 4.021%
17 11.242 1580 1582 1586 rVB 72573 60260 1.90% 0.215%
18 12.701 1826 1830 1834 rBV 91342 84876 2.68% 0.302%
19 12.977 1872 1877 1880 rVB 75184 79963 2.52% 0.285%

20 13.195 1908 1914 1918 rBV 2661836 3047937 96.14% 10.861%

21 14.365 2106 2113 2121 rBV4 69488 153374 4.84% 0.547%
22 14.459 2124 2129 2133 rBV 1078868 1118303 35.27% 3.985%
23 15.683 2333 2337 2339 rBvV 32601 40404 1.27% 0.144%
24 16.024 2391 2395 2399 rVB 28675 35289 1.11% 0.126%
25 16.083 2400 2405 2412 rVvVv 799499 869748 27.43% 3.099%

Sum of corrected areas: 28062661
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BF041917\

BF094517.D

19 Apr 2017 15:48

SJ/MA

12751-04

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094517.D

Acq On 19 Apr 2017 15:48

Operator : SJ/MA

Sample - 12751-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.92 13.50 ng 497095 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (3.919 min): BF094517.D (-334) (-) m/z 43.00 100.00%
43
59
5000
1(|” 360 380 400 420
51 69 83 : ' : '
...,....,....,....-,':...,..:!,....,....,.l...,....~,....,....,....,....,...., m/z 59.10 59.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA AR LN L A
59 360 3.80 4.00 420
m/z 101.10 19.91%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
360 380 400 420
5000 M m/z 58.00 14.19%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3756: 4-Methoxy-1-pentene R L maa ey
59 3.60 3.80 4.00 4.20
m/z 41.10 9.63%
5000
41
1, 69 85
R R KA R R RLN RARAN ARASS ARARA RARRA RARANARAN LALA RALSS SRS RARRY SRR RN L S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094517.D

Acq On 19 Apr 2017 15:48

Operator : SJ/MA

Sample - 12751-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.52 Concentration Rank 1

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

5.52 78.11 ng 2875740 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 609 (5.519 min): BF094517.D (-605) (-) m/z 132.00 100.00%
32
5000 68
6 rTYTTTTyTT T T T T T T
40 54 75 104 5.20 5.40 5.60 5.80
e 82 Gl 0 e | wms W Tn/z 68.10  40.25%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A R I U U
5.20 5.40 5.60 5.80
0
31384451 78 m/z 134.00 32.49%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.51%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine B
132 5.20 5.40 5.60 5.80

m/z 69.10 16.05%

5000
104

65
39 51 78
N i all 11 91 \ 117 \

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094517.D

Acq On 19 Apr 2017 15:48

Operator : SJ/MA

Sample - 12751-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Tetracosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.37 2.74 ng 153374 Chrysene-di12 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87

Abundance Scan 2114 (14.371 min): BF094517.D (-2106) (-) m/z 43.05 100.00%

43 83

5000

14.00 14.20 14.40 14.60
m/z 57.10 94.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83 l|llll|llll|llll|llll|l
14.00 14.20 14.40 14.60
18 11 m/z 55.10 93.27%
VAl L 140 168 196 238 266 308 336
RRRRARAELARRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 R e REERE
14.00 14.20 14.40 14.60
5000 m/z 83.05 90.20%
29 111

139 167 196 204 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #98171: 1-Nonadecene

14.00 14.20 14.40 14.60
m/z 97.10 83.97%

5000

154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041917\
Data File : BF094517.D

Acq On 19 Apr 2017 15:48

Operator : SJ/MA

Sample - 12751-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.92 13.5 ng 497095 1 5.77 736343 20.0
unknown5 .52 5.52 78.1 ng 2875740 1 5.77 736343 20.0
1-Tetracosanol 14.37 2.7 ng 153374 5 14.46 1118300 20.0
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