LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084482.D
Aca On : 14 Jan 2016 11:03 Instrument :
Operator : SJ/UM E?Afs el

- _ lentosampleld :
3?22Ie - H1077-04 25X POST-EX-4-20160108
ALS Vial : 36 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-BF123115.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 5.001 252 255 261 rVB 77244 114233 4.87% 0.716%
2 5.424 290 292 295 rBV 188787 214631 9.14% 1.344%
3 6.464 381 383 386 rBV 399139 356844 15.20% 2.235%
4 6.602 392 395 397 rBV 256541 304891 12.99% 1.910%
5 6.830 413 415 417 rBV 2132122 1785332 76.05% 11.183%
6 6.990 427 429 431 rVB 211980 245948 10.48% 1.541%
7 7.390 462 464 467 rBV 233878 210757 8.98% 1.320%
8 8.122 525 528 530 rBY 2398391 2347658 100.00% 14.705%
9 9.196 619 622 624 rBV 324122 291242 12.41% 1.824%
10 9.596 655 657 659 rBV 44662 54656 2.33% 0.342%
11 9.733 666 669 671 rBV 39454 35583 1.52% 0.223%
12 9.870 679 681 683 rBY 2574168 2256372 96.11% 14.134%
13 10.659 748 750 752 rBV 62259 62056 2.64% 0.389%
14 11.231 796 800 805 rBV6 23106 58262 2.48% 0.365%

15 11.356 808 811 812 rBV 1992655 1903300 81.07% 11.922%

16 11.379 812 813 814 rvV 282009 201553 8.59% 1.263%

17 11.425 814 817 819 rVB 49929 61680 2.63% 0.386%
18 11.585 829 831 835 rBV 32307 55907 2.38% 0.350%
19 11.859 852 855 856 rBvV 36056 45041 1.92% 0.282%
20 11.882 856 857 859 rvv 64963 52584 2.24% 0.329%
21 11.962 862 864 869 rvB2 58601 103431 4.41% 0.648%
22 12.145 878 880 886 rvB6 22396 67255 2.86% 0.421%
23 12.408 900 903 904 rBvV 31872 45669 1.95% 0.286%

24 12.568 914 917 919 rBV 183261 234363 9.98% 1.468%
25 12.785 933 936 938 rBV 186046 283516 12.08% 1.776%

26 12.819 938 939 944 rvVB4 16307 31502 1.34% 0.197%
27 12.934 948 949 953 rVB 195381 194839 8.30% 1.220%
28 13.014 953 956 957 rBV 26316 47319 2.02% 0.296%
29 13.036 957 958 960 rvv 72564 56292 2.40% 0.353%
30 13.116 963 965 967 rVB 48244 56127 2.39% 0.352%
31 13.219 972 974 976 rBV3 39399 56708 2.42% 0.355%
32 13.345 984 985 987 rBV 25740 35498 1.51% 0.222%
33 13.414 990 991 994 rVB 110381 111917 4.77% 0.701%
34 13.619 1007 1009 1012 rBVZ2 32537 66086 2.81% 0.414%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\

Data File : BF084482.D

Aca On : 14 Jan 2016 11:03

Operator : SJ/UM

3?22'6 : H1077-04 25X POST-EX-4-20160108
ALS Vial : 36 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.837 1026 1028 1029 rBV 32893 49308 2.10% 0.309%

36 13.985 1039 1041 1047 rBV 1642488 1953379 83.21% 12.236%
37 15.002 1128 1130 1134 rBV 131284 262495 11.18% 1.644%
38 15.345 1158 1160 1163 rVB 92109 111171 4.74% 0.696%
39 15.414 1163 1166 1168 rBV 1078130 1539146 65.56% 9.641%

Sum of corrected areas: 15964551
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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\BF011316\
BF084482.D

14 Jan 2016 11:03

SJ/UM

H1077-04 25X

POST-EX-4-20160108

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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8270-BF123115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084482.D

Aca On : 14 Jan 2016 11:03

Operator : SJ/UM

Sample : H1077-04 25X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown6.60 Concentration Rank 1

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

6.60 3.42 ng 304891 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 47
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 38
3 5-Aminoindole 132 C8H8N2 005192-03-0 37
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 32
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 395 (6.602 min): BF084482.D (-392) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 541 o, %0 620 640 6.60 6.80 7.00
O e e L L L L B I LA m/z 68.10 31.84%
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 S RS IR R R
6.20 6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.00 31.51%
0'W'”'P'”I”J“'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
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 17.41%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B A A am s
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.13%
5000
104.0
ol 140 270 390 510 080 77.0 g9 1150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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8270-BF123115.M Fri

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084482.D

Aca On : 14 Jan 2016 11:03

Operator : SJ/UM

Sample : H1077-04 25X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 4

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

9.20 2.58 ng 291242 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2-fluoro- 172 C12H9F 000321-60-8 95
2 1.1"-Biphenvl. 4-fluoro- 172 C12H9F 000324-74-3 87
3 2-(2-HvdroxvohenvD)pvrimidine 172 C10H8N20 064435-20-7 38
4 4-(4-HvdroxvphenvDpvrimidine 172 C10H8N20 023380-78-1 28
5 2,3-Dihydro-6-methyl-1,2,4-triaz... 172 C4H4N4S2 014778-87-1 25

Abundance Scan 622 (9.196 min): BF084482.D (-619) (-) m/z 172.10 100.00%
A
5000
880 9.00 9.20 9.40 9.60
51.1 85.0 107.1120.0133.1 152.1 - - - - -
0 38.0 L m/z 171.10  36.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37560: 1,1'-Biphenyl, 2-fluoro-
172.0
5000 S LI N L L L L L LB
8.80 9.00 9.20 9.40 9.60
m/z 170.10 22.10%
oL 270 510 729 h 99.0  120.0133.0146.0
T T e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
172.0
R REERE B S
8.80 9.00 9.20 9.40 9.60
5000 m/z 173.10 11.92%
85.0
0 28.0 50.0 63.0 99.0 120.0133.0 151.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #37418: 2-(2-Hydroxyphenyl)pyrimidine L
172.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 5.82%
5000
118.0 145.0
o 30 520 720 910 | 1310 |
e R e e e e e I RREAE BT S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\
Data File : BF084482.D

Aca On : 14 Jan 2016 11:03

Operator : SJ/UM

Sample : H1077-04 25X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.00 3.41 ng 262495 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 97
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 86

Abundance Scan 1130 (15.002 min): BF084482.D ( 1128) (-) m/z 252.05 100.00%

25p.

5000

14.60 14.80 15.00 15.20 15.40
m/z 253.10 25.52%

126.1
1

151.1  196.1 2241 202.3320.1 357.1

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance #89816: Benzo[e]pyrene
252.0

5000 R e  BRmme
14 60 14. 80 15. 00 15 20 15. 40

m/z 250.10 25.33%

5.0
39.0 mo%odﬂlmo 1%02M)m

e e |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
252.0
e e T
14.60 14.80 15.00 15.20 15.40
5000 m/z 126.10 11.95%
126.0
0 39.0 74.0100.0 163.0 198.0224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #89823: Benzo[K]fluoranthene B RN RS
252.0 14.60 14.80 15.00 15.20 15.40
m/z 125.10 11.71%
5000
126.0
0 74.0 99.0; | 198.0224.0 m
ek e e R B RRE R L

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 14 60 14. 80 15. 00 15 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011316\

Data File : BF084482.D

Acq On : 14 Jan 2016 11:03

Operator : SJ/UM

ﬁ?ggle - H1077-04 25X POST-EX-4-20160108
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .60 6.60 3.4 ng 304891 1 6.83 1785330 20.0
1,1"-Biphenyl, 2-__. 9.20 2.6 ng 291242 3 9.87 2256370 20.0
Benzo[e]pyrene 15.00 3.4 ng 262495 6 15.41 1539150 20.0
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