LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/1Z

Sample : G4117-03

Misc :

ALS Vial : 39 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:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 4.229 181 183 193 rBV2 14966 28096 1.01% 0.122%
2 4.926 240 244 254 rBV 850415 1373284 49.20% 5.982%
3 5.360 280 282 285 rBV 1833980 2106357 75.47% 9.175%
4 5.749 314 316 320 rvVB 28964 29804 1.07% 0.130%
5 6.423 372 375 377 rBvV 1838113 2304355 82.56% 10.038%
6 6.537 382 385 387 rBvV 1802621 2324288 83.27% 10.125%
7 6.754 402 404 407 rBV 665648 559860 20.06% 2.439%
8 6.915 415 418 420 rBV 2021063 1958244 70.16% 8.530%
9 7.326 452 454 457 rBV 967402 1373944 49.23% 5.985%
10 8.046 514 517 519 rBVY 863188 724817 25.97% 3.157%

11 9.132 609 612 614 rBVY 2388860 2791100 100.00% 12.158%
12 9.520 644 646 649 rBvV 421038 447484 16.03% 1.949%
13 9.806 668 671 673 rBv 732217 767189 27.49% 3.342%
14 10.229 707 708 710 rVB 40164 33082 1.19% 0.144%
15 10.595 738 740 743 rBV 1203729 1180686 42.30% 5.143%

16 10.709 748 750 754 rvB2 45047 71158 2.55% 0.310%
17 10.846 760 762 765 rvB2 20862 32048 1.15% 0.140%
18 10.926 765 769 770 rBV3 11996 28168 1.01% 0.123%
19 11.155 787 789 790 rBV 47200 43384 1.55% 0.189%
20 11.292 799 801 803 rBvV 720521 669361 23.98% 2.916%
21 11.818 846 847 853 rBvV2 34809 64208 2.30% 0.280%
22 12.069 867 869 873 rVvB3 24683 30445 1.09% 0.133%
23 12.698 922 924 926 rBV 63787 54276 1.94% 0.236%
24 12.778 929 931 934 rVB 34657 37598 1.35% 0.164%

25 12.881 937 940 942 rBV 2003452 1822212 65.29% 7.938%

26 13.361 980 982 984 rBV 580957 512587 18.37% 2.233%
27 13.407 984 986 988 rVB 41815 40512 1.45% 0.176%
28 13.818 1018 1022 1028 rBV2 46210 125109 4.48% 0.545%
29 13.955 1030 1034 1041 rBV 649190 757852 27.15% 3.301%

30 14.447 1074 1077 1079 rBV2 28005 556331 1.98% 0.241%
31 14.778 1104 1106 1109 rBV2 19905 31248 1.12% 0.136%
32 15.441 1161 1164 1171 rVB 392203 548732 19.66% 2.390%
33 15.864 1200 1201 1203 rBV 21786 29526 1.06% 0.129%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/1Z

Sample : G4117-03

Misc :

ALS Vial : 39 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 22956345
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF102315\

BF082510.D

24 Oct 2015 13:29

umsiz

G4117-03

39 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/I1Z

Sample : G4117-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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.

4.93 49.06 ng 1373280 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 244 (4.926 min): BF082510.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
i 750 aho sho sk
83 : : - :
...,....,....,..?7.','.-:..,??'.'.,..‘??,....,.~...,...:,|....,. m/z 59.10 66.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 4.60 480 500 520
m/z 101.10 21.85%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.60 480 500 520
5000 m/z 58.10 16.55%
101
71
1P 28 49 56 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R R e Ry
43 4.60 4.80 5.00 5.20
m/z 41.10 9.36%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/I1Z

Sample : G4117-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknown6.54 Concentration Rank 1

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

6.54 83.03 ng 2324290 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 385 (6.537 min): BF082510.D (-382) (-) m/z 132.10 100.00%
132
5000
68
0 ‘ % 620 640 6.60 680
40 54 : : : :
....~;--...-'.,:|-.|.'.,5?5..!,-.-.1.1.5,..-'.,....,....,....,....,... m/z 134.10  34.02%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SR SR SR
6.20 6.40 6.60 6.80
31 51 m/z 68.10 30.54%
'J”WI'HW'l'ﬂP"'IA"I"HI"'W""P"'I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
RN RARRERARSE AR S
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 20.54%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 96.10 12.73%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/I1Z

Sample : G4117-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.71 2.13 ng 71158 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Eicosane 282 C20H42 000112-95-8 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 750 (10.709 min): BF082510.D (-748) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00
m/z 71.10 59.42%

113,,g143 168183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LIS L L L L L B LB |
10.40 10.60 10.80 11.00
4 m/z 43.05 59.33%

“ 141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AEREREEEEE RS R Ry
10.40 10.60 10.80 11.00
5000 m/z 85.10 42 .29%
41 85
113 141 169 282
wmmwwwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57 10.40 10.60 10.80 11.00
m/z 41.10 25.22%
85
5000
4
113
‘ ‘M L | 141 169 197 225 253268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER LB B e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/I1Z

Sample : G4117-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 E-15-Heptadecenal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 3.30 ng 125109 Chrysene-di2 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
2 1-Eicosene 280 C20H40 003452-07-1 83
3 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 70
4 1-Heptadecanol 256 C17H360 001454-85-9 70
5 E-14-Hexadecenal 238 C16H300 330207-53-9 64
Abundance Scan 1022 (13.818 min): BF082510.D (-1018) (-) m/z 55.10 100.00%
83 o7
69

5000

163 181 203 281 13.40 13.60 13.80 14.00 14.20
221 m/z 57.10 85.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89757: E-15-Heptadecenal

43

13.40 13.60 13.80 14.00 14.20
m/z 83.10 82.20%

5000

125
139154168182196 210224238252

UARERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43

57 R SIS
97 13.40 13.60 13.80 14.00 14.20

29 83 m/z 97.10 77.00%

111
12

5000

5
140154168182196210224238252 280

Tmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127053: 2- Chloropropionic acid, pentadecyl ester A BEEasEEams S
5 83 13.40 13.60 13.80 14.00 14.20

97 m/z 43.10 69.79%

5000

T I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082510.D

Acq On : 24 Oct 2015 13:29

Operator : UM/1Z

Sample : G4117-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.93 49.1 ng 1373280 1 6.75 559860 20.0
unknown6 .54 6.54 83.0 ng 2324290 1 6.75 559860 20.0
Heptadecane, 2,6,... 10.71 2.1 ng 71158 4 11.29 669361 20.0
E-15-Heptadecenal 13.82 3.3 ng 125109 5 13.96 757852 20.0
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