LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 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-BF110715.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 4.967 248 252 254 rBVY 1336490 2096847 43.66% 4.233%
2 5.402 287 290 292 rBVY 3388375 4050456 84.34% 8.177%
3 6.430 378 380 383 rBVY 3475949 3708571 77.22% 7.487%
4 6.567 389 392 394 rBVY 4149359 4220500 87.88% 8.520%
5 6.796 410 412 414 rBV 1870659 1531924 31.90% 3.093%
6 6.956 423 426 428 rBVY 3513211 3165971 65.92% 6.391%
7 7.356 458 461 464 rBV 2351335 2440613 50.82% 4.927%
8 8.087 522 525 527 rBY 2088381 2068205 43.06% 4_.175%
9 9.162 616 619 622 rBY 3967125 4384137 91.29% 8.850%
10 9.562 651 654 656 rBY 1155715 1010845 21.05% 2.041%
11 9.790 671 674 676 rBV2 64768 63922 1.33% 0.129%
12 9.836 676 678 681 rBV2 2193518 2329894 48.51% 4_.703%
13 9.962 687 689 691 rBV 73112 64846 1.35% 0.131%
14 10.282 716 717 719 rVB 120117 132292 2.75% 0.267%
15 10.351 721 723 730 rVB4 17546 57297 1.19% 0.116%

16 10.511 733 737 740 rBV 57393 104308 2.17% 0.211%
17 10.625 745 747 750 rVB 3215985 2952385 61.47% 5.960%
18 10.762 756 759 762 rBV 181159 228077 4._75% 0.460%

19 10.853 765 767 768 rvVv 50722 60061 1.25% 0.121%
20 10.888 768 770 773 rVB2 28762 60629 1.26% 0.122%
21 10.956 773 776 778 rBV2 33064 58857 1.23% 0.119%

22 11.208 794 798 799 rBv2 116287 117447 2.45% 0.237%
23 11.322 805 808 810 rBV 2794432 2495897 51.97% 5.039%

24 11.859 853 855 857 rBvV 63901 72613 1.51% 0.147%
25 12.156 879 881 883 rBvV 49249 63122 1.31% 0.127%
26 12.316 892 895 898 rBvV 56416 98141 2.04% 0.198%
27 12.374 898 900 902 rvv 109169 137177 2.86% 0.277%
28 12.408 902 903 907 rVvB 49786 63136 1.31% 0.127%
29 12.568 914 917 921 rBV2 43108 76275 1.59% 0.154%

30 12.717 928 930 931 rBV 146214 119353 2.49% 0.241%

31 12.911 944 947 949 rVB 5129678 4802664 100.00% 9.695%
32 13.071 959 961 962 rBV 155824 166478 3.47% 0.336%
33 13.208 971 973 977 rVB3 55935 80429 1.67% 0.162%
34 13.391 987 989 991 rvv 158720 194230 4._.04% 0.392%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110715.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.448 991 994 998 rVvv3 44856 81912 1.71% 0.165%
36 13.539 1000 1002 1003 rVvVv 99089 120761 2.51% 0.244%
37 13.574 1003 1005 1006 rVvVv 227357 218046 4 .54% 0.440%
38 13.619 1006 1009 1011 rVB2 72335 117116 2.44% 0.236%
39 13.757 1017 1021 1024 rVB3 34495 65114 1.36% 0.131%
40 13.825 1024 1027 1030 rBV 144181 269325 5.61% 0.544%
41 13.882 1030 1032 1035 rVvVv 101900 121974 2.54% 0.246%
42 13.962 1036 1039 1041 rVB 1930966 2587221 53.87% 5.223%
43 14.728 1104 1106 1113 rBV 203343 263543 5.49% 0.532%
44 14.831 1113 1115 1117 rVvVv 117186 115408 2.40% 0.233%
45 15.380 1160 1163 1166 rBVY 1627351 2186725 45.53% 4.414%
46 18.294 1413 1418 1423 rBV 16470 53025 1.10% 0.107%
47 19.220 1494 1499 1505 rVB6 15539 58643 1.22% 0.118%

Sum of corrected areas: 49536412
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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\BF111315\

BF082897.D

13 Nov 2015 15:06

umsiz

G4376-02

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.97 27.38 ng 2096850 1,4-Dichlorobenzene-d4 6.80
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (4.967 min): BF082897.D (-248) (-) m/z 43.05 100.00%
43
59
5000
T 50 40 500 520 540
83 : : : : :
0...,....,....,....','::..‘?.1.'51,...‘.3?....,.-...,...:,|....,....,....,....,...., m/z 59.10 61.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.34%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 5.20 5.40
5000 m/z 58.10 16.62%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e e R
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41
68
0 \H\‘ 50 \‘M 12\6 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.57 Concentration Rank 1

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

6.57 55.10 ng 4220500 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 392 (6.567 min): BF082897.D (-389) (-) m/z 132.10 100.00%
132
5000 68
40 54 % J 620 640 6.60 6.80 7.00
ol Qe | Wsus o hjz 68.10  45.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 B SRR ESE SERE R N
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 34.03%
O'I"hﬁul'H'I'l”'M""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 28.16%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 \
Abundance #13917: Benzene, 1,2,4-trifluoro- LA L L L L L L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.01%
5000 63 g
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T .
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2- Chloropropionic acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.08 ng 269325 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. pentade... 318 C18H35CI02 1000292-44-1 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Docosene 308 C22H44 001599-67-3 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1027 (13.825 min): BF082897.D (-1024) (-) m/z 57.10 100.00%
57
83

5000

13.60 13.80 14.00 14.20

0 m/z 43.10 81.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127053: 2- Chloropropionic acid, pentadecy! ester
57 83

13!60 13.I80 14.I00 14.I20
m/z 55.10  79.09%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 75.97%
125
27 154 182 210 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene A B e S S
13.60 13.80 14.00 14.20

m/z 97.10 67 .80%

5000

125

153168
e EEEEEe mmmns e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111315\
Data File : BF082897.D

Aca On : 13 Nov 2015 15:06

Operator : UM/I1Z

Sample : 64376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Hexadecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.41 ng 263543 Perylene-di12 15.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 72
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
3 Dodecanamide 199 C12H25NO 001120-16-7 50
4 6.8-Dichlorooctanamide 211 C8H15CI2NO 003579-00-8 47
5 Tetradecanamide 227 C14H29NO 000638-58-4 42

Abundance Scan 1106 (14.728 min): BF082897.D (-1104) (-) m/z 59.10 100.00%

5000

43

14.40 14.60 14.80 15.00

97
114128145 170184

208

0! m/z 72.10 68.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91513: Hexadecanamide
59
5000 72 A DA A DR
14.40 14.60 14.80 15.00

m/z 55.10 51.86%

‘wm‘%mmmmmmmmmmmm

ol e e e T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59
e A
14.40 14.60 14.80 15.00
5000 72 m/z 43.05 32.62%
0 91 111124 141155 170183196 212 229
T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55487: Dodecanamide e S At
59 14.40 14.60 14.80 15.00

m/z 41.10 31.29%

5000
72
28 43
15 J\ ‘h | | 80 100114128145156170 199

o Y Nl AT N .St A et

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

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111315\
Data File : BF082897.D

Acq On : 13 Nov 2015 15:06

Operator : UM/1Z

Sample - G4376-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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_97 27.4 ng 2096850 1 6.80 1531920 20.0
unknown6 .57 6.57 55.1 ng 4220500 1 6.80 1531920 20.0
2- Chloropropioni... 13.83 2.1 ng 269325 5 13.96 2587220 20.0
Hexadecanamide 14.73 2.4 ng 263543 6 15.38 2186730 20.0
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