LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator =: SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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 4.784 234 236 246 rVB 865972 1750764 28.45% 3.283%
2 5.230 272 275 278 rBVY 3894792 5767360 93.72% 10.816%
3 6.179 356 358 361 rVB 79009 73710 1.20% 0.138%
4 6.293 365 368 371 rBV 4194677 5200778 84.51% 9.754%
5 6.407 375 378 380 rBVY 5491567 5623074 91.38% 10.546%
6 6.636 395 398 400 rBVY 1028739 1069046 17.37% 2.005%
7 6.796 409 412 414 rBV 3423753 4553267 73.99% 8.539%
8 7.207 445 448 450 rBVY 3185850 3526668 57.31% 6.614%
9 7.916 508 510 513 rBVY 1235570 1421556 23.10% 2.666%
10 9.002 602 605 607 rBY 5948337 6142793 99.82% 11.520%

11 9.402 637 640 642 rBV 1036834 911328 14.81% 1.709%
12 9.619 651 659 660 rBv 246716 269156 4._37% 0.505%
13 9.665 660 663 666 rvB2 1434062 1626110 26.42% 3.050%
14 9.848 675 679 683 rBv2 45210 109444 1.78% 0.205%
15 10.110 699 702 704 rBV 211230 291988 4.74% 0.548%

16 10.328 718 721 725 rBV 84430 167919 2.73% 0.315%
17 10.453 729 732 735 rVB2 2813373 4107537 66.75% 7.703%
18 10.590 741 744 748 rBV 198733 315945 5.13% 0.593%
19 10.773 759 760 765 rBvV2 31749 74520 1.21% 0.140%
20 11.036 781 783 784 rBV 82323 100191 1.63% 0.188%

21 11.139 790 792 795 rVB 1093857 1517540 24.66% 2.846%
22 12.739 929 932 934 rBV 5605371 6153778 100.00% 11.541%
23 13.642 1008 1011 1020 rBV 175443 295357 4._.80% 0.554%
24 13.768 1020 1022 1025 rBV 1181402 1265194 20.56% 2.373%
25 15.128 1139 1141 1144 rBV 669164 922895 15.00% 1.731%

26 18.568 1436 1442 1446 rBV7 18533 63050 1.02% 0.118%

Sum of corrected areas: 53320968
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020916\

BF084946.D
9 Feb 2016 12:30
SJ/1Z
H1374-01
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
LSCINT.P

Abundance
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TIC: BF084946.D
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TIC: BF084946.D
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TIC: BF084946.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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.

4.78 32.75 ng 1750760 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 236 (4.784 min): BF084946.D (-234) (-) m/z 43.10 100.00%
a3
59
5000
1o 440 460 4.80 500 5.20
IR VP N P R SO A NN B 7 R -0 [
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR SN SRR
440 460 4.80 5.00 5.20
m/z 101.10 17.86%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
- 440 460 4.80 500 5.20
5000 m/z 58.10 14 .39%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- A ERARmmm e
50 440 460 4.80 5.00 5.20
m/z 41.05 9.17%
5000
a1 101
0 15 | 3\1 L ‘ 53\\ 69 8\3
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.41 Concentration Rank 1

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

6.41 105.20 ng 5623070 1,4-Dichlorobenzene-d4 6.64
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 378 (6.407 min): BF084946.D (-375) (-) m/z 132.00 100.00%
5000 68
© s [l P iosis J oo 62 0 650 6k
ol gL 87 | MRS m/z 68.10 44.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LR LR UL I
6.00 6.20 640 6.60 6.80
31 51 78 m/z 134.00 33.95%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 29.15%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L e e e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 19.32%
5000 og M°
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 S | |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.0 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.11 3.59 ng 291988 Acenaphthene-d10 9.66
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 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane 198 C14H30 000629-59-4 83
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72

Abundance Scan 702 (10.110 min): BF084946.D (-699) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40

169

0 m/z 43.10 73.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L L LN |
85 9.80 10.00 10.20 10.40
29 m/z 71.10 47 .74%
o | L L “ 99113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 bl e
71 9.80 10.00 10.20 10.40
5000 g5 m/z 85.10 31.19%
29 99
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane i R R R
43 57 9.80 10.00 10.20 10.40
m/z 41.05 29.65%
71
5000
85
29 9
0 | L Ly 1}3127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. OO 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.07 ng 167919 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Eicosane 282 C20H42 000112-95-8 86
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
4 Heptadecane 240 C17H36 000629-78-7 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 721 (10.328 min): BF084946.D (-718) (-) m/z 57.10 100.00%
57
43
5000 71

10.00 10.20 10.40 10.60

P 113157 154168

o m/z 43.10 53.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane
57
43
71
5000 LA L L L L L LN |
85 10.00 10.20 10.40 10.60
m/z 71.10 49.11%
29 99
bl L[y 13127141155160183 212
e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 29.80%
85
29

99
113127141155169183197211225239253 282

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91053: Pentadecane, 2,6,10-trimethyl- A R A
57 10.00 10.20 10.40 10.60
m/z 41.05 26.28%
43
5000 l
85
2 99 113
0 | H I ‘ 1 1%7141155169183197211225239254

B T oo N

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,00 10,20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084946.D

Aca On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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 7 4-Trifluoroacetoxyhexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.67 ng 295357 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Trifluoroacetoxvhexadecane 338 C18H33F302 1000215-97-5 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1011 (13.642 min): BF084946.D (-1008) (-) m/z 57.10 100.00%

43 57 83 g7

5000

-

125 BB AR RS
. 139153167182 509 13.40 13.60 13.80 14.00

m/z 55.05 91.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136210: 4-Trifluoroacetoxyhexadecane
55

69

:

13.'40 13.|60 13.|8O 14.'00
111 m/z 43.10 86.28%

125 140154 169 196 224

5000

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 o, 83 97
A e A
111 13.40 13.60 13.80 14.00
5000 m/z 83.10 81.67%
- 125

oL1s 139154168182196210224238 266

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
I I

Abundance #148859: Trichloroacetic acid, pentadecy! ester R AR EE e e
3 57 13.40 13.60 13.80 14.00
m/z 97.10 78.82%

83

5000

12

-

5
139153167182 210

G e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084946.D

Acq On : 9 Feb 2016 12:30

Operator : SJ/1Z

Sample : H1374-01

Misc :

ALS Vial : 4 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... 4.78 32.8 ng 1750760 1 6.64 1069050 20.0
unknown6 .41 6.41 105.2 ng 5623070 1 6.64 1069050 20.0
Hexadecane 10.11 3.6 ng 291988 3 9.66 1626110 20.0
Pentadecane 10.33 2.1 ng 167919 3 9.66 1626110 20.0
4-Trifluoroacetox... 13.64 4.7 ng 295357 5 13.77 1265190 20.0
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