LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097758.D

Aca On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 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-BF081517.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 4.993 483 494 505 rBV 548934 838565 18.59% 2.309%
2 5.398 557 563 566 rBY 3706602 4282291 94.93% 11.790%
3 6.416 729 736 739 rBVY 3885413 4501811 99.80% 12.395%
4 6.551 754 759 762 rBVY 4090107 4258068 94.39% 11.724%
5 6.781 794 798 801 rBVY 1222418 954454 21.16% 2.628%

6.940 820 825 828 rBV 3596389 3206442 71.08% 8.828%
7.345 888 894 897 rBV 2744495 2745486 60.86% 7.559%
8.063 1012 1016 1019 rBV 1535396 1245943 27.62% 3.430%
9.145 1194 1200 1203 rBV 4268559 4510977 100.00% 12.420%
9.533 1262 1266 1269 rBV 670264 504640 11.19% 1.389%

=
QO ~NO®

11 9.816 1309 1314 1318 rVB 1454942 1225945 27.18% 3.375%
12 10.604 1443 1448 1451 rBV 2340619 2222814 49.28% 6.120%
13 10.728 1466 1469 1477 rBV 66025 72717 1.61% 0.200%
14 11.175 1541 1545 1548 rBV2 50221 52407 1.16% 0.144%
15 11.298 1562 1566 1569 rBV 1270329 1019586 22.60% 2.807%

16 12.886 1831 1836 1839 rBV 3020604 2879044 63.82% 7.927%
17 13.786 1985 1989 1997 rBV 189897 192418 4.27% 0.530%
18 13.933 2009 2014 2017 rBV 881838 821133 18.20% 2.261%
19 15.363 2252 2257 2262 rVB 584001 682659 15.13% 1.880%
20 19.321 2928 2930 2942 rVBS8 44555 103134 2.29% 0.284%

Sum of corrected areas: 36320534
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081617\

BF097758.D

17 Aug 2017 00:18

SJ/JuU

14795-01

26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF081517 .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:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097758.D

Aca On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 3

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

4.99 17.57 ng 838565 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 494 (4.993 min): BF097758.D (-483) (-) m/z 43.00 100.00%
43.0
59.1
5000
100 460 480 500 520 540
83.0 : : : : :
0 ...,....,....,....','::..,..':I,..??;l....,.~...,...:,|....,. m/z 59.10 52.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL R
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.00 19.12%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 460 480 500 520 540
5000 m/z 58.00 17.92%
86.0
. 50.0 69.0 101.0
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R o e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.61%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097758.D

Aca On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.55 Concentration Rank 1

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

6.55 89.23 ng 4258070 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 759 (6.551 min): BF097758.D (-754) (-) m/z 132.10 100.00%
13R.1
5000 68.0
40.1 s J 6.20 640 6.60 680
1 540 . . .
0 S0 I .2 | m/z 68.05 46.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BN AR RS SR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 33.22%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T om0 ok oh0
5000 ggo 1160 m/z 66.00 28.48%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R a s
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.75%
5000 67.0
41.0 97.0
‘ ‘ 117.0
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:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097758.D

Aca On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4

R.T. EstConc Area Relative to ISTD R.T.
13.79 4.69 ng 192418 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 l1-Heneicosanol

3 n-Tetracosanol-
4 3-Eicosene. (E)-
5 Behenic alcohol

396 C27H560
312 C21H440
354 C24H500
280 C20H40

326 C22H460

002004-39-9 94
015594-90-8 94
000506-51-4 91
074685-33-9 91
000661-19-8 91

83.05 100.00%

Abundance Scan 1990 (13.792 min): BF097758.D (-1985) (-) m/z

%

5000
25.1 e e e BB o e e o o
167.1 209.1 281.1 1326.1 13.40 13.60 13.80 14.00 14.20
o} m/z 57.05 90.99%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000 A e e

13.40 13.60 13.80 14.00 14.20
m/z 55.05  88.24%

.0
|l }l‘\‘ ‘1680 209.0238.0 278.0308.0 348.0378.0

2no) f AL
. T S T
miz--> 50 100 150 200 250 300 350
Abundance
550 4.,
S SASNR
13.40 13.60 13.80 14.00 14.20
5000 m/z 97.05 82.51%
oL 260 1.39. 0168.0 2100 26602950
e
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 S A Rt s
54.0 (97.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 78.27%
5000
39.0
0 27000 0|0 4, 1680 210.0238.0 278.0308.0337.0
T T T T T e T e A A
miz--> 50 100 150 200 250 300 350 1340 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081617\
Data File : BF097758.D

Aca On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl19.32 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.32 3.02 ng 103134 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1.1.3-tetrachloro- 180 C3H4CI14 001070-78-6 10
2 Trifluoroacetic acid. 6.7-bis-tr... 446 C14H11F906 1000186-92-6 10
3 Diethvl dimethvilpvrophosphonate 230 C6H1605P2 032288-17-8 10
4 4.,5-Dihvdro-N-(p-methoxvphenvl)-... 219 C12H13NO3 158725-14-5 9
5 2-Thiopheneacetamide, N-[2-(trif... 325 C14H10F3N30S 1000350-00-8 9

Abundance Scan 2930 (19.321 min): BF097758.D (-2928) (-) m/z 71.00 100.00%

71.0

221.1 273.2

5000

19.00 19.20  19.40

o m/z 97.00 87 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #45812: Propane, 1,1,1,3-tetrachloro-
63.0 109.0
145.0
5000 LA R L L L B B Y LB
27.0 19.00 19.20  19.40
‘ m/z 82.00 58.55%
oA bl o B NL.. e
m/z--> 50 100 150 200 250 300 350
Abundance
79.0105.0 218.0
— T
19.00 19.20  19.40
5000 191.0 m/z 67.00 53.35%
41.0
153.0 332.0
o : 265.0 303.0
I B e e e e S L A e e e e e e e B e AR A e e
m/z--> 50 100 150 200 250 300 350
Abundance #86317: Diethyl dimethylpyrophosphonate T
97.0 175 0203.0 19.00 19.20  19.40
' m/z 273.20 53.14%
143.0
5000 230.0
45.0 }
AN OO I S O S |
m/z--> 50 100 150 200 250 300 350 19.00 19.20  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081617\
Data File : BF097758.D

Acq On : 17 Aug 2017 00:18

Operator : SJ/JU

Sample : 14795-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.99 17.6 ng 838565 1 6.78 954454 20.0
unknown6 .55 6.55 89.2 ng 4258070 1 6.78 954454 20.0
1-Heptacosanol 13.79 4.7 ng 192418 5 13.93 821133 20.0
unknown19 .32 19.32 3.0 ng 103134 6 15.36 682659 20.0
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