LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial : 11 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-BF072517.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 4.534 463 467 485 rBV 123799 226197 9.93% 1.208%
2 5.004 544 547 572 rBY 1717784 2113155 92.77% 11.289%
3 6.087 727 731 744 rBVY 1846054 2092819 91.88% 11.180%
4 6.187 744 748 766 rVB 2307668 2277810 100.00% 12.168%
5 6.410 783 786 799 rVB 728071 649777 28.53% 3.471%
6 6.563 809 812 827 rVB 1575667 1578103 69.28% 8.430%
7 6.981 880 883 899 rBVY 1399457 1469349 64.51% 7.849%
8 7.692 1001 1004 1014 rBV 961779 813342 35.71% 4 .345%
9 8.775 1183 1188 1191 rBV 1976716 1805155 79.25% 9.643%
10 9.175 1252 1256 1260 rBV 226123 183942 8.08% 0.983%

11 9.434 1297 1300 1304 rBV 817190 793450 34.83% 4_.239%
12 10.222 1431 1434 1446 rBV 956333 991789 43.54% 5.298%

13 10.363 1455 1458 1466 rVB 43005 48646 2.14% 0.260%
14 10.810 1529 1534 1536 rBV2 23858 24863 1.09% 0.133%
15 10.910 1547 1551 1554 rBV 761405 652935 28.67% 3.488%
16 11.469 1643 1646 1649 rBV 66850 57882 2.54% 0.309%
17 12.116 1753 1756 1762 rBV 68303 62434 2.74% 0.334%
18 12.245 1775 1778 1785 rVB4 19773 30325 1.33% 0.162%
19 12.339 1790 1794 1799 rVvVv 50156 52357 2.30% 0.280%
20 12.492 1816 1820 1823 rBV 1495349 1369277 60.11% 7.315%
21 12.739 1857 1862 1866 rBV7 18112 30521 1.34% 0.163%
22 13.069 1914 1918 1921 rBV4 13641 23641 1.04% 0.126%

23 13.422 1974 1978 1988 rVB2 59903 112674 4_.95% 0.602%
24 13.533 1993 1997 2001 rBV 686199 639517 28.08% 3.416%

25 14.298 2123 2127 2129 rBV 28233 33119 1.45% 0.177%

26 14.380 2138 2141 2145 rBV 39406 39887 1.75% 0.213%

27 14.868 2220 2224 2229 rBV 406139 463465 20.35% 2.476%

28 17.004 2584 2587 2594 rBVS 15693 29471 1.29% 0.157%

29 18.345 2811 2815 2817 rBV5 16631 29928 1.31% 0.160%

30 18.921 2910 2913 2916 rBv4 15543 23627 1.04% 0.126%
Sum of corrected areas: 18719457
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097435.D
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Abundance TIC: BF097435.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.53 6.96 ng 226197 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butanoic acid. 4-amino-3-hvdroxv... 119 C4H9NO3 000924-49-2 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 466 (4.528 min): BF097435.D (-463) (-) m/z 43.00 100.00%
43.0
5000 59.0
| me 1000 T2 3k 4k b
Ol il sttt e e i | M/Z 59.00  49.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 440 4.60 4.80
m/z 58.00 12.99%
. “:«‘31‘.0 B | 83.0 93,0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 4.80
5000 57.0 m/z 101.00 11.74%
29.0
101.0
78.0
S U SR I SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A e
43.0 420 4.40 4.60 4.80
m/z 41.10 8.81%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.19 70.11 ng 2277810 1,4-Dichlorobenzene-d4 6.41
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 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 749 (6.193 min): BF097435.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 L Ahn Abn A A Ra
400 540 5.80 6.00 6.20 6.40 6.60
o..,....,....,...:,“.'...,'.!..,::~I-.|,..'..,?‘?.9,..!.,.-:..,1.1.4..9,....,"...,.. m/z 68.10  35.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 L LS L I R
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 33.35%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.20 6.40 6.60
5000 m/z 66.00 22 .43%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T
132.0 5.80 6.00 6.20 6.40 6.60
m/z 96.10 13.23%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
0.w”.w.”w.”“j”whmwﬁﬁm.MUﬁ”.“ﬂ.““.“”L“”.ﬂt”.. SN § G
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1,2-Dichlorobenzene-D4 Concentration Rank 2

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

6.56 48 .57 ng 1578100 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dichlorobenzene-D4 150 CeD4Cl2 002199-69-1 94
2 1.4-Dichlorobenzene-D4 150 CeD4Cl2 003855-82-1 93
3 2-Chloro-4.6-difluoro-pvrimidine 150 C4HCIF2N2 038953-30-9 38
4 2-Cvclohexene-1.4-dione. 5.6-dic... 398 C17H16CI2N205 324051-66-3 14
5 2-Bromo-2T"-nitroacetophenone 243 C8H6BrNO3 006851-99-6 12

Abundance Scan 811 (6.557 min): BF097435.D (-809) (-) o m/z 150.00 100.00%
150.0
5000 115.0
52.0 78.0
e
38.0 6.20 6.40 6.60 6.80
Obrerprrrrerrrbbree b 040l 990 ] 1320 m/z 152.00  60.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24120: 1,2-Dichlorobenzene-D4
150.0
115.0
5000 52.0 78.0 AR AR SRR SRR
6.20 6.40 6.60 6.80
38.0 m/z 115.00 46.29%
o120 260 L L 860 w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150.0
620 640 6.60 6.80
5000 115.0 m/z 52.00 33.61%
52.0 78.0
140 280 400 64.0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24037: 2-Chloro-4,6-difluoro-pyrimidine
150.0 6.20 6.40 6.60 6.80
m/z 78.00 31.61%
115.0
5000
70.0
31.0 440
o | | 880 | 1310 |
m/z--> 10 20 30 40 5'0 6|O 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097435.D

Aca On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample : 14638-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.52 ng 112674 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 1-Heptadecene 238 C17H34 006765-39-5 74
5 n-Tetracosanol-1 354 C24H500 000506-51-4 68
Abundance Scan 1978 (13.422 min): BF097435.D (-1974) (-) m/z 43.10 100.00%
43
5000
"'1320 13.40 13.60 13.80
Ob e m/z 55.00 93.89Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104184: 1-Octadecene
57.
5000 UL UL B UL R
290 111.0 anmnmwm
m/z 57.05 93.29%
ol | W 139.0 168.0 196.0 224.0 252.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
"'1320 13.40 13.60 13.80
5000 111.0 m/z 83.05 82.02%
29.0
0 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol A L R REmms e
55,0 83.0 13.20 13.40 13.60 13.80
m/z 97.05 76.07%
5000 111.0
29.0
0 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 1340 1360 1380
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080717\
Data File : BF097435.D

Acq On : 7 Aug 2017 18:02

Operator : SJ/JU

Sample - 14638-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.53 7.0 ng 226197 1 6.41 649777 20.0
3-Chloro-6-fluoro. .. 6.19 70.1 ng 2277810 1 6.41 649777 20.0
1,2-Dichlorobenze. .. 6.56 48.6 ng 1578100 1 6.41 649777 20.0
1-Octadecene 13.42 3.5 ng 112674 5 13.53 639517 20.0
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