LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\

Data File : BF082784.D

Aca On - 7 Nov 2015 2:16

Operator : UM/I1Z

3?22'6 i 64258-09 COFF-WP11-5(0-2
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-BF110715.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 5.024 254 257 260 rBVY 1791053 2968584 51.30% 5.194%
2 5.447 291 294 297 rBVY 4183972 5786673 100.00% 10.125%
3 6.476 381 384 387 rBY 4189786 5116306 88.42% 8.952%
4 6.613 393 396 399 rBVY 5016800 5007645 86.54% 8.762%
5 6.842 414 416 418 rBV 1091721 1288574 22.27% 2.255%
6 7.002 428 430 433 rVB 3554234 3535678 61.10% 6.186%
7 7.413 462 466 468 rBV 2969937 3827165 66.14% 6.696%
8 8.133 526 529 531 rBVY 2216901 1978835 34.20% 3.462%
9 9.208 620 623 626 rBY 4256020 5528520 95.54% 9.673%
10 9.608 655 658 660 rBY 1724515 1632355 28.21% 2.856%

11 9.882 680 682 685 rBvV 1831317 2219992 38.36% 3.884%
12 10.305 713 719 720 rBV 112934 115489 2.00% 0.202%
13 10.328 720 721 723 rVB 116734 118161 2.04% 0.207%
14 10.556 738 741 742 rBV 51819 73346 1.27% 0.128%
15 10.671 748 751 754 rBV 3833784 3769696 65.14% 6.596%

16 10.808 761 763 767 rVB 180131 265934 4.60% 0.465%
17 11.254 800 802 803 rBvV 284088 246378 4.26% 0.431%

18 11.288 803 805 807 rvB 54695 67182 1.16% 0.118%
19 11.368 810 812 814 rVvVv 2789627 2358683 40.76% 4.127%
20 11.436 814 818 822 rvVB2 55195 95450 1.65% 0.167%

21 11.676 837 839 843 rVB 176165 151381 2.62% 0.265%
22 11.905 858 859 864 rBv2 137440 174645 3.02% 0.306%
23 12.088 872 875 876 rVB 58019 72772 1.26% 0.127%
24 12.957 948 951 953 rBV 5969979 5440064 94.01% 9.519%
25 13.894 1029 1033 1040 rBV 256373 847039 14.64% 1.482%

26 13.997 1040 1042 1045 rVB 1957305 2280689 39.41% 3.991%
27 14.865 1116 1118 1120 rBV 64071 63135 1.09% 0.110%
28 15.425 1164 1167 1170 rBV 1609598 1875062 32.40% 3.281%
29 16.008 1214 1218 1230 rBVS8 28685 180288 3.12% 0.315%
30 20.454 1602 1607 1614 rBV7 15388 66491 1.15% 0.116%

Sum of corrected areas: 57152212
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082784.D
5000000 6.61
5.45 6.48

4000000
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3000000
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2000000 5.02
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or——rr e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082784.D

12096
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3000000 11.37
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112
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Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082784.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 46.08 ng 2968580 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.024 min): BF082784.D (-254) (-) m/z 43.10 100.00%
43
59
5000
1 460 480 500 520 5.40
o...,....,....,..??','::..,??.'.,...‘??..?7.,??..,....~,|....,. m/z 59.10 59.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 ISR S SRR U
4.60 4.80 500 5.20 5.40
m/z 101.10 18.81%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 15.90%
41
53 73 86
e S S S UL SURILLS UL IR IR SIS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- EEEas e AT
59 4.60 4.80 500 5.20 5.40
m/z 41.10 8.90%
5000 41
31
| © g
0 "'I'}é'l'"'I""I""I??"I""I""I""I"'%%""I' ISR R SRR U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.61 Concentration Rank 1

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

6.61 77.72 ng 5007650 1,4-Dichlorobenzene-d4 6.84
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 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 396 (6.613 min): BF082784.D (-393) (-) m/z 132.10 100.00%
68
5000
0 5o || 7 % 100 620 640 6.60 6.80 7.00
Y S . AN LY 1 OO PR AN P N | S m/z 68.10 54.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L R I I
6.20 6.40 6.60 6.80 7.00
78 m/z 66.10 34 .18%
31 4 51
O P T T R e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 134.10 33.77%
33 44 g7 105
51 60 7078 g 115
O B o T o o B
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one e e
68 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.52%
5000
96
40
o2 a7 % | a1 s
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 4 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.25 ng 265934 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 763 (10.808 min): BF082784.D (-761) (-) m/z 57.10 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
3 113 10.40 10.60 10.80 11.00 11.20
Obrrrprraerelt e d A 8 oy, m/z 71.10 68.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane
57
85 10.40 10.60 10.80 11.00 11.20
29 m/z 43.10 65.11%
m/z--> ﬁo 45 eb 85 100 120 140 160 180 200 220 240 260 280 360 350
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 46 .29%
29

113 141 19 198

O T T T T T O T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane B e T e e i e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 29.29%
5000 85
29
o ‘ 1}3 141 169 197 225 268
...|....|....|....|.... AR R R R R R LA RARAN R RRRR R aaa] L e LIS B o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.09 ng 246378 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heptadecane 240 C17H36 000629-78-7 83
3 Pentadecane 212 C15H32 000629-62-9 83
4 Eicosane 282 C20H42 000112-95-8 74
5 Octane, 2-methyl- 128 C9H20 003221-61-2 64
Abundance Scan 802 (11.254 min): BF082784.D (-800) (-) m/z 57.10 100.00%
57
43 71
5000
%9 113, 150 "'11.00 1120 11.40 1160
0 131 155169 m/z 71.10 61.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
43 o7
5000 & L S UL I B
a5 11.00 11.20 11.40 11.60
29 m/z 43.10 59.22%
0 | M L4 “ 99 113127 141155 169 183197 226
m/z--> 25 Jo éo éo 160 150 150 160 180 200 250 250
Abundance
57
43 71 R SURIUL SURRLE IR B
85 11.00 11.20 11.40 11.60
5000 m/z 85.10 44 .94%
29 % 113
ol L TAT41185169183107 011 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane R AABE D St e b
57 11.00 11.20 11.40 11.60
43 m/z 41.10 27.01%
71
5000 85
29
0 | L \ | ﬂg 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 11'00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110715\
Data File : BF082784.D

Aca On > 7 Nov 2015 2:16

Operator : UM/I1Z

Sample : 6G4258-09

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.43 ng 847039 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 91
4 1-Heptadecanol 256 C17H360 001454-85-9 90
5 1-Docosene 308 C22H44 001599-67-3 87

Abundance Scan 1033 (13.894 min): BF082784.D (-1029) (-) m/z 57.10 100.00%

3

5000

i

125 IIIIIIIIIIIIIIIIIIIIIII
139154168182 207 13.60 13.80 14.00 14.20

0 m/z 83.10 91.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4
5000
13.60 13.80 14.00 14.20
111 m/z 55.10 88.00%
2 125
0 K 1l 139153167182196210224 252 280
R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
S BRERE S L e
111 13.60 13.80 14.00 14.20
5000 m/z 43.05 75.28%
29 125
15 139154168182106210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #143984: Trichloroacetic acid, tetradecyl ester T
7 13.60 13.80 14.00 14.20

:

83 m/z 97.10 72.90%

5000

125
139153168 196 241

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF110715\

BF082784.D

7 Nov 2015 2:16
umziz

G4258-09

24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.02 46.1 ng 2968580
unknown6.61 6.61 77.7 ng 5007650
Pentadecane 10.81 2.3 ng 265934
Hexadecane 11.25 2.1 ng 246378
5-Eicosene, (E)- 13.89 7.4 ng 847039

8270-BF110715.M Mon Nov 09 17:55:57 2015

|--Internal Standard---|
| # RT Resp Conc]

1 6.84 1288570 20.0
1 6.84 1288570 20.0
4 11.37 2358680 20.0
4 11.37 2358680 20.0
5 14.00 2280690 20.0
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