LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 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-BF041516.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 2.178 5 8 16 rVB 201476 326991 5.32% 0.585%
2 5.093 260 263 269 rVB 251210 343981 5.59% 0.615%
3 5.493 295 298 300 rBY 5342217 5675688 92.31% 10.155%
4 6.522 384 388 390 rBVY 5239467 6148580 100.00% 11.001%
5 6.659 397 400 402 rBVY 5500417 5532868 89.99% 9.900%
6 6.887 418 420 423 rBV 1470337 1840252 29.93% 3.293%
7 7.047 432 434 436 rVB 4479803 4155842 67.59% 7.436%
8 7.459 467 470 472 rBV 3577673 4227532 68.76% 7 .564%
9 7.539 474 477 479 rVB 75873 89430 1.45% 0.160%
10 8.179 530 533 535 rBY 2874618 2520916 41.00% 4.511%

11 9.253 624 627 630 rBV 5140971 5699682 92.70% 10.198%
12 9.653 659 662 664 rBvY 639279 763253 12.41% 1.366%
13 9.871 679 681 683 rBv 148006 117508 1.91% 0.210%
14 9.928 684 686 689 rvB 2148108 2593932 42.19% 4.641%
15 10.373 721 725 726 rBV 230454 273212 4.44% 0.489%

16 10.591 741 744 745 rBV 97455 132320 2.15% 0.237%
17 10.716 752 755 758 rBV 3242929 3389943 55.13% 6.066%
18 10.842 764 766 773 rVB 356827 407624 6.63% 0.729%
19 11.036 781 783 785 rBV 46170 66458 1.08% 0.119%
20 11.288 803 805 807 rBvV 211149 183175 2.98% 0.328%

21 11.414 814 816 818 rBV 2901957 2496364 40.60% 4._467%

22 11.711 841 842 849 rVB 47215 65401 1.06% 0.117%
23 13.002 952 955 957 rBV 4807815 4888972 79.51% 8.748%
24 13.242 974 976 978 rVB 80977 78327 1.27% 0.140%

25 13.585 1004 1006 1008 rVB 111139 130800 2.13% 0.234%

26 13.905 1031 1034 1037 rBV 207839 318406 5.18% 0.570%
27 14.042 1044 1046 1049 rBV 1723960 1782634 28.99% 3.190%
28 14.225 1060 1062 1065 rBV 151298 137331 2.23% 0.246%
29 14.534 1087 1089 1091 rBV 87774 102150 1.66% 0.183%
30 15.483 1169 1172 1175 rBV 1126055 1399020 22.75% 2.503%

Sum of corrected areas: 55888592
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086241.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.18 3.55 ng 326991 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 42
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro2 005267-73-2 10

Abundance Scan 8 (2.178 min): BF086241.D (-5) (-) m/z 75.10 100.00%
79.1 T
5000
45.1
| 571 103.2 2.20 2.30 2.40 2.50 2.60
r-rrrree e e et e e e m/z 73.10 68 .96%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000
45.0 2.20 2.30 2.40 2.50 2.60
31.0 “ m/z 45.10 34 .53%
15.0 57.0
0...,..”,...w..JHA..J,P”L,..JW....NL.. 'ﬁq‘z"ﬁqqf{l”"l"”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
75.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 41.10 23.65%
31.0 41.0 89.0
o 59.0 103.0 119.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #706: Thiocyanic acid, methyl ester A BARRAEEEEE e e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.10 16.21%
45.0
15.0
5000
320 58.0 ‘“j\~\N\_AA__A«_\N
0'“?R'WPL'P'HI”'W'HW'”'P'”IJ“W'”'P'”P'”I“'W'”' AU U U IR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 3.74 ng 343981 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 263 (5.093 min): BF086241.D (-260) (-) m/z 43.10 100.00%
3.1
5000
101.1 III|||II|IIII|IIII|IIII
83.1 4.80 5.00 5.20 5.40
0.,....,....',"..‘-?,'.1...,-....',|....,....,....,....,....,29?'.1. m/z 59.10 54.72%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U R TR

480 5.00 520 5.40
m/z 101.10 19.66%

15.0 101.0
. 600 830
- e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
A
4.80 5.00 520 5.40
5000 m/z 58.10 18.11%
101.0
15.0 60.0  84.0
R B B B o
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #205: Acetone e
43.0 4.80 5.00 520 5.40
m/z 41.10 8.01%
5000
15.0
s e T o = = SN
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 3 unknown6.66 Concentration Rank 1

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

6.66 60.13 ng 5532870 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 400 (6.659 min): BF086241.D (-397) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sy || Tok0 6k0 680 700
Obrrprrrr e b e i S e b el | M/Z 68.10 44 75%
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 U SR UL UL SRR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.75%
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
640 6.60 6.80 7.00
5000 m/z 66.10 29 .34%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.91%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.11 ng 273212 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 725 (10.373 min): BF086241.D (-721) (-) m/z 57.10 100.00%

51.1

5000

10.00 10.20 10.40 10.60

182 1402

168.2

0 m/z 71.15 66.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73966: Hexadecane
57.0
5000 85.0
10.00 10.20 10.40 10.60
20.0 1130 m/z 43.10 63.91%
0 ‘ \‘ ‘\ H\ A H‘ Il 1410 L 169.0 197.0 2260
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
85.0 10.00 10.20 10.40 10.60
5000 m/z 85.15  46.74%
29.0
. 130 1410 1600 1970 240.0
o o o RN e o o  RRREERE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73980: Pentadecane, 7-methyl-
57.0 10.00 10.20 10.40 10.60
m/z 41.10 26.20%
5000
85.0
20 120 1490
Ol e 16801880 2110 e St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10. 20 10.40 10.60

8270-BF041516.M Mon Apr 18 18:44:06 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 3.27 ng 407624 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
3 Octacosane 394 C28H58 000630-02-4 83
4 Eicosane 282 C20H42 000112-95-8 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 766 (10.842 min): BF086241.D (-764) (-) m/z 57.10 100.00%
57.1
5000
99.2 "' 10.60 10:80 11.00 11.20
ol A b by 2412 1882 m/z 71.15 71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
5000 LN B BN BRI BUL
10.60 10.80 11.00 11.20
99.0 m/z 43.10 70.46%
m/z--> 50 160 1éo 200 2%0 360 350 '
Abundance
57.0
"' 10.60 10:80 11.00 11.20
5000 m/z 85.15 47 .20%
99.0 155.0
o 210 197.0
m/z--> 55 160 150 200 250 300 350 '
Abundance #155178: Octacosane LR am REE T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 28.16%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 350 ' mmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086241.D

Aca On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : 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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.57 ng 318406 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 1034 (13.905 min): BF086241.D (-1031) (-) m/z 57.15 100.00%
57.1
5000
111.2 13.60 13.80 14.00 14.20
Olprrrky ...1,1.1.'..}‘?.9.3.,....,.2?.3.,1....,.... rrprrrperrreeeen || M/z . 71.15  73.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172958: Tetratetracontane
57.0
5000
13.60 13.80 14.00 14.20
m/z 43.15 62.39%
o ‘L‘ H‘\‘ ] ]mlf ‘0‘169 0 225.0 281.0 337.0 393.0 4630  561.0 615.0
miz—-> 0 55 100 150 200 250 300 350 400 4%0 500 séo 660
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.20 48 .47%
o 111.0 169.0 225 o 281. o 337. 0 393.0 463.0 519.0 575.0
miz—-> 0 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance #110991: Octadecane, 1-chloro-
57.0 13.60 13.80 14.00 14.20
m/z 55.10 28.74%
5000

0
161.0 217.0 288. O

o e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086241.D

Acq On : 16 Apr 2016 3:44

Operator : UM/SJ

Sample : H2471-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
Quant Title : 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]
Propane, 1,1-dime... 2.18 3.5 ng 326991 1 6.90 1840250 20.0
2-Pentanone, 4-hy... 5.09 3.7 ng 343981 1 6.90 1840250 20.0
unknown6 .66 6.66 60.1 ng 5532870 1 6.90 1840250 20.0
Hexadecane 10.37 2.1 ng 273212 3 9.93 2593930 20.0
Heneicosane 10.84 3.3 ng 407624 4 11.41 2496360 20.0
Tetratetracontane 13.91 3.6 ng 318406 5 14.04 1782630 20.0
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