LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator =: SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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 4.796 235 237 248 rVB 453523 626124 28.02% 2.304%
2 5.241 274 276 279 rBVY 2095165 2012066 90.04% 7.402%
3 6.304 367 369 372 rBVY 1995769 1934820 86.59% 7.118%
4 6.430 377 380 382 rBVY 1987219 2234585 100.00% 8.221%
5 6.659 397 400 402 rBVY 1371905 1120034 50.12% 4.121%
6 6.819 411 414 416 rBV 1169628 1524275 68.21% 5.608%
7 7.230 447 450 452 rBV 1608840 1525081 68.25% 5.611%
8 7.950 510 513 515 rBVY 1405357 1499666 67.11% 5.517%
9 9.025 604 607 609 rBVY 2434435 1968501 88.09% 7.242%
10 9.425 640 642 644 rBV 367512 296682 13.28% 1.092%
11 9.642 659 661 663 rBV 62487 53228 2.38% 0.196%
12 9.699 663 666 667 rVV 1403577 1524279 68.21% 5.608%
13 9.722 667 668 672 rVB3 39324 41285 1.85% 0.152%
14 9.893 678 683 685 rBV3 30385 59112 2.65% 0.217%
15 10.145 703 705 706 rVB 69545 67684 3.03% 0.249%
16 10.236 712 713 716 rVB 41645 37113 1.66% 0.137%
17 10.362 722 724 726 rBV 29069 40787 1.83% 0.150%

18 10.476 732 734 737 rBV2 1243036 1332276 59.62% 4.902%
19 10.613 743 746 750 rBV 106251 122091 5.46% 0.449%
20 10.808 762 763 767 rVB2 14875 23788 1.06% 0.088%

21 10.979 776 778 780 rVB 23618 24526 1.10% 0.090%
22 11.059 783 785 787 rVvV3 243791 356067 15.93% 1.310%
23 11.116 787 790 792 rvV 112148 114034 5.10% 0.420%
24 11.173 792 795 796 rVV 1690884 1508375 67.50% 5.549%
25 11.242 799 801 803 rVvB 94834 105101 4._70% 0.387%

26 11.413 813 816 820 rBV2 25029 48091 2.15% 0.177%
27 11.482 820 822 823 rBV 24607 25027 1.12% 0.092%
28 11.676 836 839 840 rBV 42912 55836 2.50% 0.205%
29 11.699 840 841 844 rvVv 84599 81398 3.64% 0.299%
30 11.745 844 845 847 rvV 39020 38331 1.72% 0.141%
31 11.779 847 848 853 rVvB 90646 133476 5.97% 0.491%
32 11.974 862 865 870 rVvB3 37741 68127 3.05% 0.251%
33 12.225 884 887 888 rBvV 32109 47163 2.11% 0.174%
34 12.282 888 892 893 rvv3 23009 60361 2.70% 0.222%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator =: SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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 12.305 893 894 898 rvB2 35221 36534 1.63% 0.134%
36 12.374 898 900 903 rBvV 375875 424018 18.98% 1.560%
37 12.522 910 913 916 rBV5 18141 31258 1.40% 0.115%
38 12.602 917 920 923 rVvV 471643 489788 21.92% 1.802%
39 12.648 923 924 929 rVB3 26420 53771 2.41% 0.198%
40 12.728 929 931 932 rBV 29782 43665 1.95% 0.161%
41 12.762 932 934 936 rVB 1038702 1382838 61.88% 5.088%
42 12.831 936 940 941 rBV2 23516 37214 1.67% 0.137%
43 12.934 946 949 951 rVB 46936 75210 3.37% 0.277%
44 13.002 953 955 956 rvv 44769 40066 1.79% 0.147%
45 13.036 956 958 960 rvv 54819 63410 2.84% 0.233%
46 13.128 964 966 967 rvVv 34636 28630 1.28% 0.105%
47 13.162 967 969 971 rvB2 24006 27236 1.22% 0.100%
48 13.299 979 981 982 rBV 29946 28730 1.29% 0.106%
49 13.345 982 985 989 rvB2 29287 47883 2.14% 0.176%
50 13.437 992 993 996 rBVvV2 19952 27978 1.25% 0.103%
51 13.551 1000 1003 1004 rBV 32348 37828 1.69% 0.139%

52 13.665 1010 1013 1021 rVB3 99629 210053 9.40% 0.773%
53 13.802 1022 1025 1026 rVV2 1191867 1263739 56.55% 4.649%
54 13.825 1026 1027 1029 rVB 149824 110419 4.94% 0.406%

55 13.985 1039 1041 1044 rVB4 21260 37052 1.66% 0.136%
56 14.191 1057 1059 1060 rVB 25575 24513 1.10% 0.090%
57 14.305 1065 1069 1073 rVB5 24449 74993 3.36% 0.276%
58 14.488 1083 1085 1087 rBV3 14004 26418 1.18% 0.097%
59 14.591 1092 1094 1097 rVB3 24606 32386 1.45% 0.119%
60 14.648 1097 1099 1102 rBVZ2 43218 61612 2.76% 0.227%
61 14.797 1109 1112 1116 rBV 125072 226729 10.15% 0.834%
62 14.888 1118 1120 1122 rVB 38660 42320 1.89% 0.156%
63 15.060 1132 1135 1138 rVB 79494 95982 4_30% 0.353%

64 15.117 1138 1140 1142 rVB 92044 117212 5.25% 0.431%
65 15.174 1142 1145 1147 rBV 682624 908663 40.66% 3.343%

66 15.597 1179 1182 1184 rBV 17738 37072 1.66% 0.136%
67 16.020 1217 1219 1222 rBV 15587 27366 1.22% 0.101%
68 16.145 1228 1230 1239 rVB9 15437 33741 1.51% 0.124%
69 16.431 1253 1255 1260 rVB 42079 83096 3.72% 0.306%
70 16.820 1286 1289 1293 rVB 37464 71623 3.21% 0.264%
71 17.128 1313 1316 1324 rVB6 14930 45951 2.06% 0.169%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator =: SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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-BF020116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 18.683 1449 1452 1457 rVB7 22763 64531 2.89% 0.237%

Sum of corrected areas: 27180918
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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:\HPCHEM1I\BNA F\DATA\BF020516\

BF084883.D

6 Feb 2016 2:05

SJ/1Z

H1311-11 2X

28 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF084883.D
5.24
2000000 6.36.43
7.23
1500000 6.66
6.82
1000000
500000 4.80
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: BF084883.D
9|02
2000000
11.17
1500000195 9.70
10.48
12.76
1000000
500000 9.42
11.0
10.61 1 oy
. Jaﬁ 29,89 101iq, %) 10810 lnaugdiBR AR
e e e e R R e NG Sttt
Time-->  8.00 8.50 9.00 9.50 1000 1050 11,00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084883.D
2000000
1500000
3.80
1000000
15.17
500000
R.83 4.80 2
anmmm@ﬁ4@m 1560  16.08.15 16.43  16.82 17.13 18.68
Y T T T 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 : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator : SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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 3

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

4.80 11.18 ng 626124 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 64
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 237 (4.796 min): BF084883.D (-235) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 UL R R UL
| 83.0 | 440 4.60 4.80 5.00 5.20
ottt e e e m/z 59.10 61.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL R UL UL
440 4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 20.90%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 440 460 480 5.00 5.20
5000 m/z 58.10 15.73%
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  RREe R
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 8.82%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 510“‘ . “ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 440 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator : SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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 unknown6.43 Concentration Rank 1

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

6.43 39.90 ng 2234590 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 380 (6.430 min): BF084883.D (-377) (-) m/z 132.00 100.00%
132.0
5000
68.1
201 °1 obo 650 Gko ok 6k
o} : I B e B B m/z 134.00 34 .20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i AR
410 70 m/z 68.10 32.94%
0...|....|.... ﬁzouuuluuuuluu.|....|....|....
m/z--> 20 100 120 140 160 180
Abundance
57.0 132.0
NSRS SRARE SRR RAR
74.0 6.00 6.20 6.40 6.60 6.80
5000 9go 1160 m/z 66.10 20.62%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole N
132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.10 13.98%
5000
104.0
0 270 510 %80 g9
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.0 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator : SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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 Bis(l-chloro-2-propyl)(3-ch... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.06 4.72 ng 356067 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(l-chloro-2-propv)(3-chloro-... 326 C9H18C1304P 137909-40-1 53
2 2-Propanol. 1-chloro-. phosphate... 326 C9H18CI1304P 013674-84-5 37
3 4-Chloro-2-nitrobenzoic acid 201 C7HA4CINO4 006280-88-2 22
4 2.4.6-Pvrimidinetriamine 125 C4H7N5 001004-38-2 11
5 4H-Imidazol-4-one, 2-amino-1,5-d... 99 C3H5N30 000503-86-6 10
Abundance Scan 785 (11.059 min): BF084883.D (-783) (-) m/z 125.00 100.00%
99.0 125.0
41.1
201.0
5000 157.0
71.0
277.1 ] A
233.0 10.80 11.00 11.20 11.40
0 m/z 99.00 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131044: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99.0
0
157.0
5000 T
201.0 2710 10.80 11.00 11.20 11.40
45.0 ‘ ‘ 233.0 ‘ m/z 41.10 69.01%
Ounulnnl‘:‘:“n“z}ul‘: ILII” rH ‘:‘n:“ — ”le‘ S ‘:n‘:‘l:n“:ln‘u‘u — “n‘:‘: 3|:|I-|3|.|q||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99.0 125.0
157.0 277.0 10.80 11.00 11.20 11.40
5000 450 201.0 m/z 57.05 56.32%
233.0
0 71.0 311.0
S R BRI R LA U R AL LR LA LA LA KRN LA LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56847: 4-Chloro-2-nitrobenzoic acid B BEE et e
99.0 10.80 11.00 11.20 11.40
201.0 m/z 201.00 52.70%
157.0
5000 30.0 74.0 1270
OHHPHHHMMHWHHLLMﬂHMJluu4m.L”.”.””.”.””“”w””, S | ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084883.D

Aca On : 6 Feb 2016 2:05

Operator : SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.67 3.32 ng 210053 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 90
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 90
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 1013 (13.665 min): BF084883.D (-1010) (-) m/z 57.05 100.00%
111.1
USRI SR BRI UL
139.1 193.0 244.1 281 1 13.40 13.60 13.80 14.00
o! iy e e | m/z 55.10 86.16%
m/z--> 100 150 200 250 300 350
Abundance #144923 2- Chloropropionic acid, octadecy! ester
57.0
5000 1110 LA L L L L L L L
1340 13.60 13.80 14.00
29.0 m/z 43.05 85.70%
ol hl 300168010402240%09 2070 3600
m/z--> 50 150 200 2éo 360 350
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
5000 1110 m/z 83.10 63.47%
29.0
0 139.0168.0 210.0238.0 66,0 295.0
m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester Al EEma s B
43.0 13.40 13.60 13.80 14.00
m/z 69.05 61.98%
5000 83.0
111.0
L | 14001600 22402520
m/z--> 50 100 1&1;0 200 250 300 350 1340 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020516\
Data File : BF084883.D

Acq On : 6 Feb 2016 2:05

Operator : SJ/1Z

Sample : H1311-11 2X

Misc :

ALS Vial : 28 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... 4.80 11.2 ng 626124 1 6.66 1120030 20.0
unknown6 .43 6.43 39.9 ng 2234590 1 6.66 1120030 20.0
Bis(1-chloro-2-pr... 11.06 4.7 ng 356067 4 11.17 1508380 20.0
2- Chloropropioni... 13.67 3.3 ng 210053 5 13.80 1263740 20.0
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