LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\

Data File : BF092599.D

Acq On : 28 Jan 2017 2:00 Instrument :
Operator : SJ/MA BNA_F

Sample - 11527-02 ClientSampleld :
Misc : SB-01-COMP
ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 height area % max. total
1 4_533 211 214 217 rBV 26045 36895 1.00% 0.118%
2 5.161 266 269 272 rBVY 876591 1365410 37.02%  4.369%
3 5.596 304 307 309 rBV 3562147 3328710 90.25% 10.651%
4 6.624 394 397 400 rBV 3363146 3688454 100.00% 11.802%
5 6.750 405 408 410 rBV 3746311 3398719 92.14% 10.875%
6 6.979 425 428 430 rBY 878086 925702 25.10% 2.962%
7 7.139 439 442 444 rBV 1975679 2717141 73.67% 8.694%
8 7.539 474 477 480 rBV 1661951 1910620 51.80% 6.113%
9 7.836 501 503 506 rvB 89742 86957 2.36% 0.278%
10 8.270 538 541 543 rBV 1305210 1160968 31.48% 3.715%

11 9.356 633 636 638 rBvY 2993870 3333168 90.37% 10.665%
12 9.745 668 670 674 rBvV 267206 247659 6.71% 0.792%
13 10.030 693 695 698 rBvV 819903 1002021 27.17% 3.206%
14 10.465 729 733 734 rBV 82051 87479 2.37% 0.280%
15 10.682 748 752 753 rBV 34187 41613 1.13% 0.133%

16 10.831 762 765 767 rBV 1483177 1419007 38.47% 4._.540%
17 10.933 772 774 779 rVB 103815 118433 3.21% 0.379%

18 11.391 812 814 818 rBV 43897 81642 2.21% 0.261%
19 11.528 824 826 828 rBV 1054018 931605 25.26% 2.981%
20 11.768 843 847 850 rBvV2 16765 41707 1.13% 0.133%

21 13.116 962 965 967 rBV 2311442 2527538 68.53% 8.087%
22 13.208 967 973 981 rVB 74286 402178 10.90% 1.287%
23 14.008 1041 1043 1045 rBV 96311 127052 3.44% 0.407%
24 14.168 1055 1057 1059 rBV 835835 778092 21.10% 2.490%
25 14.671 1098 1101 1107 rVB 340139 911284 24.71% 2.916%

26 15.654 1185 1187 1192 rBV 360629 583074 15.81% 1.866%

Sum of corrected areas: 31253128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092599.D
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Abundance TIC: BF092599.D
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Abundance TIC: BF092599.D
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3000000
2500000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.16 29.50 ng 1365410 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 269 (5.161 min): BF092599.D (-266) (-) m/z 43.05 100.00%
a3
59
5000
101 RS L LS IR I
4.80 500 5.20 5.40
e syl eo 88 | h/, 59.10  56.43%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 GRS L UL SR I
4.80 500 5.20 5.40
59 101 m/z 101.10 15.28%
27 3p 38 | 48 53 ‘ 67 72 77 83 91 96
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 14 _.26%
41
29 101
T "|"%6'|"46'|??' U '|?%' '|"8§'|" LI DAL B
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4323: 3-Hexanol LI L L L L N L B
59 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 31 43 73
2\#\‘ 38‘\\\ 53\‘ : 67 I 84 101 A
mz-> 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 1

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

6.75 73.43 ng 3398720 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 408 (6.750 min): BF092599.D (-405) (-) m/z 132.10 100.00%
5000 68
40 54 (| o 9|6 o6 640 6.60 680 7.00
AN W - N | N m/z 68.10  42.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 L R UL R
6.40 6.60 6.80 7.00
104 m/z 134.10 33.65%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.10 27.63%
158 189
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- B e
132 6.40 6.60 6.80 7.00
m/z 69.10 16.44%
5000
67
80 91
54
SN P 1 AN NN B NN | O | G
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.54 ng 118433 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 774 (10.933 min): BF092599.D (-772) (-) m/z 57.05 100.00%
57
5000 85
3 113 10.60 10.80 11.00 11.20
Olrrrprrllr s bt i ot e e e os2 | m/z 43.10  70.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73964: Hexadecane
57
5000 IR SRR BARRE
85 10 60 10 80 11. oo 11.20
29 m/z 71.10 55.79%
\‘ L T 169 226
m/z--> 25 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,60 10.80 11.00 11.20
5000 g5 m/z 85.10 39.95%
29

113 141 169 212

LA AR NN A SRS AN BARAN SARAN SARAN SRS RSN RARA SRS SRR AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane AT e e
57 10.60 10.80 11.00 11.20
m/z 41.05 32.38%

5000 85

29
L 113 141 169 197 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bicyclo[2.2_.1]hept-2-ene, 1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.21 10.34 ng 402178 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]hept-2-ene, 1,2,3,... 332 C7H3CI7 005202-36-8 64
2 4,8-Dichloro-2-oxa-6-selenaadama... 272 C8H10CI120Se 1000189-96-4 49
3 2,4-Dichloroiodobenzene 272 C6H3CI21 029898-32-6 41
4 [1,17-Biphenyl]-4-ol, 3,4",5-tri... 272 C12H7CI30 004400-06-0 38
5 1,2-Dichloro-3-i1odobenzene 272 C6H3cCI21 002401-21-0 38

Abundance Scan 973 (13.208 min): BF092599.D (-967) (-) m/z 271.90 100.00%

212

5000

183

111130149 328345 12.80 13.00 13.20 13.40 13.60

m/z 273.90 79 .95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #133977: Bicyclo[2.2.1]hept-2-ene, 1,2,3,4,5,7,7-heptachloro-
272
237
5000 299 12.80 13.00 13.20 13.40 13.60
117 m/z 236.90 53.79%
B T T P e 1 O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
237
39 91 272 |IIII|IIII|IIII|IIII|II
12.80 13.00 13.20 13.40 13.60
5000 m/z 229.00 45 .05%
65
15133 155
191
173 209
Tﬂ‘mmmmmﬂ?mﬂwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #102026: 2,4-Dichloroiodobenzene
272 12.80 13.00 13.20 13.40 13.60
m/z 269.80 44 . 29%
5000 145
74 109
50
26 L, 27l 176 200 287 I A AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.80 13 00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 Cyclotetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.01 3.27 ng 127052 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 99
2 1-Nonadecene 266 C19H38 018435-45-5 98
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 97
4 9-Tricosene, (2)- 322 C23H46 027519-02-4 96
5 1-Tricosene 322 C23H46 018835-32-0 95

Abundance Scan 1043 (14.008 min): BF092599.D (-1041) (-) m/z 57.10 100.00%
a7
1 M
5000
5 199 170100 2212610280 s 32s340360 || 1360 1380 14100 1420 1440
182 260,132 m/z 43.10  93.86%
m/z--> 50 100 150 200 250 300 350
Abundance #135651: Cyclotetracosane
55 88
5000 111 336
1360 13.80 14.00 14.20 14.40
m/z 55.10 93.61%
29 139
m/z--> 50 100 150 260 250 360 350
Abundance
43 97
69 LA AL A
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 73.47%
125
25 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #106406: Cyclohexadecane, 1,2-diethyl- T
3 13.60 13.80 14.00 14.20 14.40
m/z 69.10 65.28%
280
5000
125 251
|y ‘ h L ”1“?3 161 200 533
m/z--> 200 250 300 350 1360 13.80 14.00 14.20 14.40

8270-BF012417.

M Mon Jan 30 06:25:40 2017



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Kaur-16-ene, (8.beta.,13.be... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .67 23.42 ng 911284 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Kaur-16-ene, (8.beta.,13_beta.)- 272 C20H32 020070-61-5 91
2 Kepone 486 C10CI1100 000143-50-0 86
3 Mirex 540 C10CI12 002385-85-5 86
4 [1,17-Biphenyl]-4-ol, 3,4",5-tri... 272 C12H7CI30 004400-06-0 43
5 Phenol, 4-phenyl-2°,4",6"-trichl... 272 C12H7CI30 014962-28-8 43

Abundance Scan 1101 (14.671 min): BF092599.D (-1098) (-) m/z 271.90 100.00%

212

5000
41

14.40 14.60 14.80 15.00
m/z 273.90  79.77%

209 345 o4

428 468

m/z—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101963: Kaur-16-ene, (8.beta.,13.beta.)-
272

5000
14.40 14.60 14.80 15.00

m/z 269.90 52 .63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
272
14.40 14.60 14.80 15.00
5000 m/z 236.90 40.33%
237
177 355
71 108 13 07 320 392 427455 499
R R B e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170634: Mirex BB amma et
272 14.40 14.60 14.80 15.00
m/z 79.10 37 .25%
5000 237
18 141 332
69 107 190 299 | 359 4ﬂ2 439 509 546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14 60 14. 80 15. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092599.D

Acq On : 28 Jan 2017 2:00

Operator : SJ/MA

Sample : 11527-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 29.5 ng 1365410 1 6.98 925702 20.0
unknown6.75 6.75 73.4 ng 3398720 1 6.98 925702 20.0
Hexadecane 10.93 2.5 ng 118433 4 11.53 931605 20.0
Bicyclo[2.2.1]hep... 13.21 10.3 ng 402178 5 14.17 778092 20.0
Cyclotetracosane 14.01 3.3 ng 127052 5 14.17 778092 20.0
Kaur-16-ene, (8.b... 14.67 23.4 ng 911284 5 14.17 778092 20.0
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