LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 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-BF040216.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 4.967 250 252 258 rBV 48102 84124 2.81% 0.301%
2 5.367 285 287 290 rBVY 1940596 2552475 85.37% 9.134%
3 6.419 376 379 381 rBVY 2462520 2732141 91.38% 9.776%
4 6.544 387 390 392 rBY 2820094 2926308 97.87% 10.471%
5 6.773 408 410 412 rBV 731884 634526 21.22% 2.271%
6 6.933 421 424 426 rBV 1635252 2166425 72.46% 7.752%
7 7.345 457 460 462 rBV 1690307 1929664 64.54% 6.905%
8 8.053 520 522 525 rBV 843649 843132 28.20% 3.017%
9 9.139 614 617 619 rBY 2278007 2990006 100.00% 10.699%
10 9.528 649 651 654 rBV 372335 329592 11.02% 1.179%
11 9.745 668 670 672 rBV 68475 56380 1.89% 0.202%
12 9.813 673 676 678 rBV 705055 881963 29.50% 3.156%
13 10.248 712 714 715 rVB 64885 83878 2.81% 0.300%
14 10.362 721 724 726 rVB 20705 30231 1.01% 0.108%
15 10.465 730 733 736 rBV 32300 56783 1.90% 0.203%

16 10.602 742 745 747 rBV 1854393 1985747 66.41% 7.106%
17 10.716 753 755 759 rvVB 111916 134395 4._.49% 0.481%

18 10.911 769 772 773 rBV 20772 29966 1.00% 0.107%
19 11.162 791 794 795 rBV2 51642 53820 1.80% 0.193%
20 11.288 803 805 810 rBv2 895782 1060623 35.47% 3.795%
21 11.368 810 812 814 rVB 72074 67339 2.25% 0.241%
22 11.791 847 849 850 rBvV 34750 33532 1.12% 0.120%
23 11.825 850 852 854 rvv 91439 91703 3.07% 0.328%
24 11.905 857 859 864 rvB2 65267 95942 3.21% 0.343%
25 12.088 871 875 877 rBv2 24674 31271 1.05% 0.112%
26 12.339 895 897 899 rBvV 31078 35803 1.20% 0.128%
27 12.499 909 911 914 rBV 272126 259449 8.68% 0.928%
28 12.602 919 920 923 rBV2 18752 32082 1.07% 0.115%
29 12.694 926 928 929 rBV 52482 68202 2.28% 0.244%
30 12.728 929 931 934 rVvVv 231341 247572 8.28% 0.886%
31 12.774 934 935 938 rVB3 30963 40624 1.36% 0.145%
32 12.877 941 944 946 rBV 2725259 2550712 85.31% 9.127%
33 12.945 948 950 953 rBV3 22414 41460 1.39% 0.148%
34 13.059 956 960 962 rVB 41525 60639 2.03% 0.217%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 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-BF040216.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.128 962 966 967 rBvV2 32159 46999 1.57% 0.168%
36 13.162 967 969 971 rBV 35342 36053 1.21% 0.129%
37 13.357 984 986 988 rBV 65526 64872 2.17% 0.232%
38 13.402 988 990 992 rVB 46252 37978 1.27% 0.136%
39 13.574 1003 1005 1008 rBV 23088 29914 1.00% 0.107%
40 13.677 1012 1014 1018 rVv2 27019 66050 2.21% 0.236%

41 13.779 1021 1023 1032 rVv4 84492 218627 7.31% 0.782%
42 13.928 1033 1036 1037 rVvv2 728974 833432 27.87% 2.982%

43 13.951 1037 1038 1042 rVB 104623 98674 3.30% 0.353%
44 14.088 1048 1050 1052 rBvV2 37240 53965 1.80% 0.193%
45 14.317 1065 1070 1072 rBV 38608 76858 2.57% 0.275%
46 14.397 1075 1077 1079 rvv3 21170 30144 1.01% 0.108%
47 14.797 1110 1112 1118 rVB5 20205 42343 1.42% 0.152%
48 14.945 1122 1125 1128 rBV 74441 162547 5.44% 0.582%
49 15.220 1146 1149 1152 rBV 38074 59362 1.99% 0.212%
50 15.277 1152 1154 1156 rVvV 68942 91871 3.07% 0.329%
51 15.334 1156 1159 1165 rVB 517387 672651 22.50% 2.407%
52 15.745 1192 1195 1197 rBV2 16612 30407 1.02% 0.109%
53 16.694 1276 1278 1287 rVB2 22745 74992 2.51% 0.268%
Sum of corrected areas: 27946248
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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\BF040216\

BF086011.D
2 Apr 2016 14:59
UM/SsJ
H2055-13
47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 4

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

4.97 2.65 ng 84124 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 252 (4.967 min): BF086011.D (-250) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 UOUPURVIIVE B~ UVY, i
| 831 460 4.80 5.00 5.20 5.40
ottt e m/z 59.10 59.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ENRADENEA NN SRARE
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 22.98%
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
460 480 500 520 5.40
5000 m/z 58.10 18.38%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4000: Morpholine, 4—methy|— LI L L L L L LB B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.79%
5000
101.0
71.0
J 10 WO se0 | g0
LR UL SR SR SR UL SELRLEL SR SO SR LI B IS R R L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.54 Concentration Rank 1

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

6.54 92.24 ng 2926310 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 390 (6.544 min): BF086011.D (-387) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 USSR AR S A
400 541 | 850 | 21 6.20 6.40 6.60 6.80
Obrrprrrrprrer e i ot b Rt || M/Z 68,10 36.22%
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 USSR SR S A
6.20 6.40 6.60 6.80
2.0 510 ‘ m/z 134.10 33.43%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 22.85%
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 mE e
132.0 6.20 6.40 6.60 6.80
m/z 96.10 15.44%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.53 ng 134395 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 755 (10.716 min): BF086011.D (-753) (-) m/z 57.10 100.00%

57.1

5000
113.1 10.40 10.60 10.80 11.00
141.2 169.1 195.2
0! m/z 71.10 71.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73963: Hexadecane
57.0
5000 LI L L L L L LI LB |
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 63.54%
0 | ‘ 1180 1410 1600 197.0 226.0
s LA s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
L
85.0 10.40 10.60 10.80 11.00
5000 m/z 85.10 49 _.47%
29.0
. 130 1410 1600 1970 240.0
s A B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane e BasmaEEEESE SR
57.0 10.40 10.60 10.80 11.00
m/z 41.10 32.92%
5000 85.0
29.0
0 \‘ ‘ il A 113 0 M 141.0 169.0 198 0
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...”,”.w.. N R
m/z--> 60 80 100 120 140 160 180 200 220 240 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086011.D

Aca On : 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.25 ng 218627 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 93
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Docosene 308 C22H44 001599-67-3 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76
Abundance Scan 1023 (13.779 min): BF086011.D (-1021) (-) m/z 57.10 100.00%
57.1
1 230.1
5000
”Hw% 300.1 13140 13.60 13.80 14.00
o} e I B I m/z 43.10 89.66%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 SRR SRR S R R
1340 13.60 13.80 14.00
m/z 83.10 83.59%
0 ,J,N,m LI ‘\ h ““.’,1890 280 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 76 .03%
o 139.0 1820 2380 2539
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene e AREmEE RS
43.0 13.40 13.60 13.80 14.00
m/z 97.10 71.70%
5000 83.0
. J‘ 1250 4670 2100 267.0307.0 490.0
m/z--> 50 100 1&'30 200 250 300 350 400 450 ' 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086011.D

Acq On 2 Apr 2016 14:59

Operator : UM/SJ

Sample : H2055-13

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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 2.6 ng 84124 1 6.77 634526 20.0
unknown6 .54 6.54 92.2 ng 2926310 1 6.77 634526 20.0
Hexadecane 10.72 2.5 ng 134395 4 11.29 1060620 20.0
Dichloroacetic ac... 13.78 5.3 ng 218627 5 13.93 833432 20.0
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