LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator =: SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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 4.807 236 238 248 rVB 912083 1456036 29.18% 3.178%
2 5.253 274 277 279 rBVY 4564869 4830423 96.81% 10.545%
3 6.316 367 370 372 rBV 4496993 4989590 100.00% 10.892%
4 6.430 377 380 382 rBVY 4874921 4789373 95.99% 10.455%
5 6.659 398 400 402 rBVY 1358235 1104383 22.13% 2.411%
6 6.819 411 414 416 rBV 4100849 3958086 79.33% 8.640%
7 7.230 447 450 453 rBVY 2907738 2983378 59.79% 6.513%
8 7.950 510 513 515 rBVY 1314023 1450806 29.08% 3.167%
9 9.025 604 607 610 rBY 4705211 4835093 96.90% 10.555%
10 9.425 640 642 644 rBV 770896 641305 12.85% 1.400%
11 9.642 659 661 663 rVB 114841 96080 1.93% 0.210%

12 9.699 663 666 668 rBVY 1413067 1592757 31.92% 3.477%
13 10.145 703 705 706 rvB 146106 138708 2.78% 0.303%
14 10.362 720 724 727 rBV 53382 90926 1.82% 0.198%
15 10.488 732 735 737 rBV 3265536 3855042 77.26% 8.415%

16 10.613 743 746 753 rVB 177373 214422 4 _30% 0.468%
17 11.059 783 785 786 rBV 82035 73442 1.47% 0.160%
18 11.173 792 795 797 rBV 1794848 1595053 31.97% 3.482%
19 12.762 931 934 936 rBV 4682199 4472399 89.63% 9.763%
20 13.665 1011 1013 1021 rBV 238819 351510 7.04% 0.767%

21 13.802 1022 1025 1027 rBV 1372807 1340343 26.86% 2.926%
22 15.174 1142 1145 1147 rBV 604731 890850 17.85% 1.945%
23 15.642 1183 1186 1194 rVB6 19803 59502 1.19% 0.130%

Sum of corrected areas: 45809507
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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
Abundance TIC: BF084868.D
5.25 6.3§ 43
6.82
4000000
3000000 7.23
2000000
6.66
1000000 4.81
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: BF084868.D
9,02 12.76
4000000
10.49
3000000
2000000 11.17
95 9.70
1000000 9.42
10.14 J)10.61 13.61
ol Jt MY S L. W | M
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084868.D
4000000
3000000
2000000
3.80
1000000
15.17
15.64
or—r———————————r 77—
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 : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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.

4.81 26.37 ng 1456040 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 238 (4.807 min): BF084868.D (-236) (-) m/z 43.05 100.00%

43.0
59.1
5000

101.1
440 460 480 500 520
83.1
0...,....,....,....',':.-..,..-!.l,...69',0....,....,...:,|....,. m/z 59.10 59.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T[T [ rr I rrrrrr
440 460 4.80 5.00 5.20
59.0 m/z 101.10 18.72%
101.0
0 270 | 510 ‘ 6900 830910 ]
I IR B B o e e R B R i s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
A RREEE B RS S
57.0 4.40 4.60 4.80 500 5.20
5000 m/z 58.10 14 .99%
20.0 101.0
15.0 73.0 83.0
] SRR AN R M A ORNERSSA 1 PR AL NN M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- T e . .
59.0 440 460 480 500 520

m/z 41.10 9.16%

5000 41.0
31.0
69.0 87.0
0 15.0 \ mow‘ \ 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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 86.73 ng 4789370 1,4-Dichlorobenzene-d4 6.66
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 380 (6.430 min): BF084868.D (-377) (-) m/z 132.00 100.00%
132.0
5000 68.1
01501 [} O J o0 630 6k 6k ko
0 B m/z 68.10 45_31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR A IR L R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.59%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.0 6.60 6.80
5000 m/z 66.10 29.10%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl N
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.16%
74.0
5000 98.0 116.0
NI NI ..‘..,“l“..‘.“,..‘ . 1s80 1890 S | | GO
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.61 2.69 ng 214422 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 746 (10.613 min): BF084868.D (-743) (-) m/z 57.10 100.00%

51.1

5000

10.20 10.40 10.60 10.80 11.00

1131 1401 169.2

0 m/z 43.10 66.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 TT T T[T T T T[T T T T[T T T T[TT
85.0 10. 20 10. 40 10. 60 10. 80 11. OO
29.0 m/z 71.10 52.83%
0 \‘ ‘\ h | Y 113 0 141.0 169 0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N R AAREREsus
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 38.26%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane e e R
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 29.01%
85.0
5000
29.0
0 LDy \\11?0‘\14.10 1690 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 20 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020516\
Data File : BF084868.D

Aca On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 5.25 ng 351510 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1013 (13.665 min): BF084868.D (-1011) (-) m/z 57.10 100.00%

511 g31
5000

13.40 13.60 13.80 14.00

139.1 1681  207.1

Obrrrprrrr it m/z 55.05 92.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43.
83.0
111.0 13.40 13.60 13.80 14.00
m/z 43.10 90.40%
0 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R EERAR R
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.10 82.26%
29.0
125.0
o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene R AN T e
41,0 13.40 13.60 13.80 14.00
m/z 97.05 74 _.53%
5000 J\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 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 : BF084868.D

Acq On : 5 Feb 2016 19:10

Operator : SJ/1Z

Sample : H1311-06

Misc :

ALS Vial : 16 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... 4.81 26.4 ng 1456040 1 6.66 1104380 20.0
unknown6 .43 6.43 86.7 ng 4789370 1 6.66 1104380 20.0
Eicosane 10.61 2.7 ng 214422 4 11.17 1595050 20.0
Trichloroacetic a... 13.67 5.3 ng 351510 5 13.80 1340340 20.0
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