LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator =: SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 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-BF020116.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 4.784 234 236 241 rVB 178486 190041 12.83% 1.234%
2 5.241 273 276 281 rBV 555865 536229 36.20% 3.481%
3 6.304 367 369 371 rBV 817775 674764 45_.55% 4.381%
4 6.419 377 379 382 rVB 468294 624494 42.16% 4 .054%
5 6.659 397 400 402 rBVY 1303616 1080699 72.95% 7.016%
6 6.807 412 413 416 rVB 417459 508368 34.32% 3.300%
7 7.230 447 450 452 rBV 304331 398280 26.89% 2.586%
8 7.950 510 513 515 rBVY 1432658 1433172 96.75% 9.304%
9 9.025 604 607 609 rBV 937986 766098 51.72% 4_.973%
10 9.425 640 642 644 rBV 83713 69684 4_.70% 0.452%
11 9.642 657 661 663 rBV 30549 35473 2.39% 0.230%
12 9.699 663 666 668 rBY 1468313 1481379 100.00% 9.617%
13 9.973 688 690 695 rBV3 12816 24276 1.64% 0.158%
14 10.145 703 705 706 rVB 29668 27581 1.86% 0.179%
15 10.362 722 724 725 rBV 14947 18366 1.24% 0.119%
16 10.476 732 734 737 rBV 321076 303443 20.48% 1.970%
17 10.613 742 746 749 rBV 47242 61685 4.16% 0.400%
18 10.808 758 763 767 rBV6 7046 22884 1.54% 0.149%
19 11.059 781 785 787 rBV 34169 54586 3.68% 0.354%

20 11.173 793 795 796 rBV 1704961 1442764 97.39%% 9.366%

21 11.196 796 797 799 rvVv 156535 115112 7.77% 0.747%

22 11.242 799 801 803 rVvB 22322 29601 2.00% 0.192%
23 11.413 813 816 820 rBV6 8790 17823 1.20% 0.116%
24 11.482 820 822 827 rvVB2 16832 27363 1.85% 0.178%
25 11.676 837 839 840 rBV 26371 23868 1.61% 0.155%
26 11.699 840 841 844 rVB 40836 33238 2.24% 0.216%
27 11.779 847 848 853 rVvB 51072 74065 5.00% 0.481%
28 11.973 862 865 866 rBvV3 22534 26959 1.82% 0.175%
29 12.122 874 878 879 rBV3 9540 17472 1.18% 0.113%
30 12.168 881 882 885 rvB2 13693 16324 1.10% 0.106%
31 12.225 885 887 888 rBvV 27164 33849 2.28% 0.220%
32 12.259 888 890 893 rvB3 56952 76718 5.18% 0.498%
33 12.305 893 894 898 rvB2 23823 25659 1.73% 0.167%

34 12.373 898 900 903 rBvV 149521 168217 11.36% 1.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator =: SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 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-BF020116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.431 903 905 911 rVB6 13520 28448 1.92% 0.185%
36 12.522 911 913 917 rBv4 7569 22395 1.51% 0.145%
37 12.602 917 920 923 rBV 250395 254365 17.17% 1.651%
38 12.648 923 924 928 rVB4 16388 23554 1.59% 0.153%
39 12.751 931 933 936 rVB 499326 603670 40.75% 3.919%
40 12.831 937 940 941 rBV2 22057 30680 2.07% 0.199%
41 12.876 941 944 946 rBV2 19150 24986 1.69% 0.162%
42 12.934 946 949 952 rVB 30558 47231 3.19% 0.307%
43 13.002 953 955 956 rBV 22165 16911 1.14% 0.110%
44 13.036 956 958 962 rVB 36173 46181 3.12% 0.300%
45 13.139 964 967 969 rBV 587773 781536 52.76% 5.074%
46 13.242 974 976 978 rVB 20322 24123 1.63% 0.157%
47 13.299 979 981 982 rBV 21094 17915 1.21% 0.116%
48 13.345 983 985 990 rVB6 11005 24708 1.67% 0.160%
49 13.436 991 993 996 rBV3 12883 21461 1.45% 0.139%
50 13.494 996 998 1000 rBV 280145 248866 16.80% 1.616%
51 13.551 1001 1003 1008 rVvB4 45414 65014 4 ._.39% 0.422%
52 13.676 1010 1014 1018 rVB2 30651 63502 4_.29% 0.412%
53 13.802 1022 1025 1027 rBV 1201619 1199199 80.95% 7.785%
54 13.985 1037 1041 1044 rBV5 16300 49292 3.33% 0.320%
55 14.145 1053 1055 1057 rBV 68584 73146 4.94% 0.475%
56 14.191 1057 1059 1060 rVvv2 21806 24465 1.65% 0.159%
57 14.282 1064 1067 1068 rBV3 12093 25245 1.70% 0.164%
58 14.591 1091 1094 1098 rBV5 18942 33819 2.28% 0.220%
59 14.648 1098 1099 1102 rBV2 14341 20877 1.41% 0.136%
60 14.797 1109 1112 1117 rBV 61533 123233 8.32% 0.800%
61 14.888 1118 1120 1122 rVB 21824 23346 1.58% 0.152%
62 15.059 1133 1135 1138 rVB 38514 43967 2.97% 0.285%
63 15.117 1138 1140 1142 rBV 51978 65327 4_.41% 0.424%
64 15.174 1142 1145 1147 rBV 641725 858767 57.97% 5.575%
65 16.442 1253 1256 1259 rVvVv2 16111 27155 1.83% 0.176%
66 16.522 1261 1263 1266 rVB2 12237 24152 1.63% 0.157%
67 16.820 1287 1289 1293 rVB 15643 25715 1.74% 0.167%

Sum of corrected areas: 15403785
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF084880.D
1500000
6.66
1000000
6.30
5.24
500000 6.42 || ca1
7.23
4.78
(e i i B B L HL A S B e o e e e e o e e e e B e e e S e ML
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084880.D
1117
15000001.95 9.70
1000000 9.02
13.14
500000
10.48
11.20 12.37
9.42 _ || s 12.2d | K A R % D me-h3: ]
ol (2 o _ oo 1003805401 11 off ezt il o sas
T L i e s e ;
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084880.D
1500000
3.80
1000000
15.17
500000
1614462 16.82
ob— — LA B e e e e e L e B o e e e B LA e B S e e L B B e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 5

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

4.78 3.52 ng 190041 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 236 (4.784 min): BF084880.D (-234) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 AR SRR SRR
| 83.0 | 440 460 4.80 5.00 5.20
ot e e m/z 59.10 59.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I R UL
59.0 440 460 480 500 520
0
150 a0 1010 m/z 101.10 19.82%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 4.60 480 5.00 5.20
5000 m/z 58.00 14.62%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59.0 440 460 4.80 5.00 5.20
m/z 41.10 8.36%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.42 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.42 11.56 ng 624494 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 379 (6.419 min): BF084880.D (-377) (-) m/z 132.00 100.00%
132.0
68.1
5000

6.00 6.20 6.40 6.60 6.80

01 m/z 68.10 52.99%
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 A
5000 [Trrr[rrtrptrrrprrriyrm—
6.00 6.20 6.40 6.60 6.80
0
a0 5.0 m/z  66.00  33.04%
0 ‘ 1 H N !
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
A
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 30.13%

150 280 390 520 830 770 900 1040 .o
1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine T EEEmmm e
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 21.33%
5000
33.0 44.0 0.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.14 13.03ng 781536  Chrysene-diz 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Acridin-9-amine. 1.2.3.4-tetrahv... 226 C15H18N2 297758-19-1 70
2 9H-Pvridol3.4-blindole. 7-methox... 226 C14H14N20 143502-37-8 49
3 Benzenamine. N-T(4-nitrophenvldm... 226 C13H10N202 000785-80-8 49

4 N.N-Dimethvlindoaniline 226 C14H14N20 002150-58-5 47
5 9H-Xanthen-9-one, 1-methoxy- 226 C14H1003 006563-60-6 47
Abundance Scan 967 (13.139 min): BF084880.D (-964) (-) m/z 226.10 100.00%
226.1
5000 165.1
194.1 AARABARARAARLA AR
51.0 69.0 911 1150 1411 L_,_,_ 12.80 13.00 13.20 13.40
0 m/z 225.10 41 .51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73893: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-

226.0

5000 R Rman s R EmEa
12. 80 13. OO 13 20 13.40

m/z 165.10 38.75%

30.0 650 910 M304500 1500 18101980
et R il L
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
226.0
O
12.80 13.00 13.20 13.40
m/z 227.10 16.03%
5000 183.0
ol 390 630 91.0 1130 1400 4660 209.0
S Ao A TN - L P-L", B N
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73559: Benzenamine, N-[(4-nitrophenyl)methylene]-
226.0 12.80 13.00 13.20 13.40
m/z 194.10 14 .46%
5000
77.0 179.0
104.0
51.0
o280 " | 1270 1920 1 1060
LS RIRY NV S S L N [ A SN A NS B £ VUBISED LW .
mz-> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084880.D

Aca On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 4_.15 ng 248866 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1-(2.6-dihvdroxv... 270 C16H1404 018956-15-5 97
2 2-Propen-1-one. 1-(2.4-dihvdroxv... 270 C16H1404 028143-82-0 30
3 Benzofran-3-one. 2-I3.4-dihvdrox... 270 C15H1005 1000128-63-2 25
4 4-Allvl-5-amino veratrole 193 C11H15N02 030058-51-6 14
5 2H-1-Benzopyran-7-ol, 3,4-dihydr... 270 C17H1803 055670-26-3 14
Abundance Scan 998 (13.494 min): BF084880.D (-996) (-) m/z 193.10 100.00%
198.1
166.0 2701
| 2150, 2421 13.20 13.40 13.60 13.80
0 e LA A S m/z 166.00 66.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100528: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyphenyl)...
193.0 270.0
166.0
5000 138.0 SRR BN SUNILN UL
95.0 13.20 13.40 13.60 13.80
280 51.0 m/z 270.10 61.35%
0||‘|||‘l||‘|||‘l‘l|ll||‘||||||‘||h1|60||‘|l“ — .‘...‘ ..l‘. — ...zﬁznol‘.l....l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
166.0
210.0 AR AR AN RARES
193.0 13.20 13.40 13.60 13.80
5000 m/z 269.10 49 _.33%
69.0
280 103.0
' 138.0 239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100384: Benzofran-3-one, 2-[3,4-dihydroxybenzylidene]-6-h... e e
270.0 13.20 13.40 13.60 13.80
m/z 138.00 48.37%
5000
137.0
0 112.0
0 4]\'\0\\\\ ‘m\ \\‘88p | ‘ wli “ 16101850 21‘30 24%0‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084880.D

Acq On : 6 Feb 2016 00:42

Operator : SJ/1Z

Sample : H1311-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.78 3.5 ng 190041 1 6.66 1080700 20.0
unknown6 .42 6.42 11.6 ng 624494 1 6.66 1080700 20.0
Acridin-9-amine, ... 13.14 13.0 ng 781536 5 13.80 1199200 20.0
2-Propen-1-one, 1... 13.49 4.2 ng 248866 5 13.80 1199200 20.0
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