LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\

Data File : BF083831.D

Aca On : 15 Dec 2015 23:31 Instrument :

Operator : UM/1Z BNA_F

Sample  : G4782-03 G

o : 121115-D534-F-D-S
isc :

ALS Vial : 18 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-BF121315.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 4.430 203 205 210 rVB 54147 77366 2.93% 0.495%
2 5.081 259 262 264 rBV 350926 421407 15.95% 2.695%
3 5.504 297 299 301 rBV 798568 730824 27 .65% 4.674%
4 5.904 332 334 336 rBB 67445 56343 2.13% 0.360%
5 6.522 386 388 391 rBV 402779 440424 16.67% 2.817%

6 6.670 398 401 403 rBV 1484793 1349689 51.07% 8.632%
7 6.899 419 421 424 rVB 597153 512203 19.38% 3.276%
8 7.059 433 435 437 rBV 2013886 1732946 65.57% 11.083%
9 7.459 467 470 473 rBV 1103643 1299408 49.17% 8.311%
10 8.190 531 534 536 rBvV 656615 657004 24.86% 4.202%
11 9.265 625 628 630 rBV 2946403 2642808 100.00% 16.903%
12 9.653 661 662 667 rVB 35507 36976 1.40% 0.236%
13 9.882 679 682 685 rBvV 31378 28202 1.07% 0.180%
14 9.939 685 687 690 rBvV 708852 668255 25.29% 4.274%
15 10.373 724 725 727 rVB 27437 31559 1.19% 0.202%
16 10.728 753 756 758 rBV 941869 927708 35.10% 5.933%
17 10.853 764 767 773 rVB 43222 58679 2.22% 0.375%
18 11.425 815 817 819 rBV 629805 612294 23.17% 3.916%
19 12.831 938 940 943 rVB 103377 91895 3.48% 0.588%
20 13.002 953 955 958 rBV 1667477 2288303 86.59% 14.635%
21 13.539 1000 1002 1004 rBV 73345 65506 2.48% 0.419%
22 13.917 1032 1035 1042 rBV2 19792 39618 1.50% 0.253%

23 14.054 1044 1047 1054 rVvVv 469846 508168 19.23% 3.250%
24 15.494 1170 1173 1183 rBV 179102 357929 13.54% 2.289%%

Sum of corrected areas: 15635514
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

V:\HPCHEMI\BNA F\DATA\BF121515\

BF083831.D

15 Dec 2015 23:31

umsiz

G4782-03

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.43 3.02 ng 77366 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 205 (4.430 min): BF083831.D (-203) (-) m/z 83.10 100.00%
55 83
5000
43 98
| | 400 420 440 460 4.80
0...,”..,”..,”.:HL..,”!.,”..,”.N,J..,”.u,”.. m/z 55.10 87 .58%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 NSRBI SR N
29 98 4.00 4.20 4.40 4.60 4.80
m/z 43.10 35.26%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
55
NSRBI SR N
43 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.22%
29
98
37 49 62 69
G S S U SULALLS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T
5 83 4.00 420 4.40 4.60 4.80
m/z 39.10 25.30%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%akl.,??.hﬁ..??,ul..?%...q.... S
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 16.45 ng 421407 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 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 262 (5.081 min): BF083831.D (-259) (-) m/z 43.10 100.00%
48
59
5000
101
0 250 500 520 540
| || 51 | | 1 | 0,
R R R SR AN AR RRARA RARSA AN AARAN LALARALRS SRS RARRY m/z 59.10 68.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I UL
59 480 500 520 540
m/z 101.10 29.04%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
480 500 520 540
5000 m/z 58.10 18.04%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester A R e b
59 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000 41
68
0 \H\‘ 50 \‘M 1?6 142 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 7

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

5.90 2.20 ng 56343 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 33
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 25
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 334 (5.904 min): BF083831.D (-332) (-) m/z 73.10 100.00%
43 LS
5000
55 g 10 P 560 580 6.00 620
o Y R TS R D N M m/z 43.10 80.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 R RS R U
5.60 5.80 6.00 6.20
m/z 115.10 13.18%
15 2 g %5 e gy 10 1P
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 560 580 6.00 6.20
5000 m/z 41.10 9.76%
o P 51 58 83 100 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3788: 2-Pentanone, 3-methyl- Rmmma e R
43 5.60 5.80 6.00 6.20
m/z 42.10 6.50%
5000
57
29 72
o ‘\ 37, 51 | 65 79 85 92 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 unknown6.67 Concentration Rank 2

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

6.67 52.70 ng 1349690 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 401 (6.670 min): BF083831.D (-398) (-) m/z 132.00 100.00%
32
5000 o8
% " 640 6.60 6.80 7.00
40 54 75 104 . . . .
Obrrerprere i AT A SLUL P87 | ws W w/z 68.10 36.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR L L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.30%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.10 23.63%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A
132 6.40 6.60 6.80 7.00

m/z 96.10 16.05%

5000
104

51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 680 7.00

o
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 6 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.83 3.62 ng 91895 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 86
3 Nipecotic acid 129 C6H11NO2 000498-95-3 38
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 37
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 35

Abundance Scan 940 (12.831 min): BF083831.D (-938) (-) m/z 56.10 100.00%
56
5000 41
| M o 1 a1 20927 260 12180 1900 1320
Obrrrprrrrffre by m/z 57.10 56.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000
12.60 12.80 13.00 13.20
29 1 pa0 257 m/z 43.10 42 .73%
101
A i s g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12.60 12.80 13.00 13.20
5000 m/z 41.10 42 .24%
29 73
97113 157 185 213 28957 5 ap

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid

12.60 12.80 13.00 13.20

m/z 55.10 32.52%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF121515\
Data File : BF083831.D

Aca On : 15 Dec 2015 23:31

Operator : UM/I1Z

Sample : 64782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 n-Butyl myristate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.54 2.58 ng 65506 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 53
2 Nipecotic acid 129 C6H11NO2 000498-95-3 47
3 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 38
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1002 (13.539 min): BF083831.D (-1000) (-) m/z 56.10 100.00%
56
5000
3 o 12 o5
7
3 | ‘ 185 241 287 1 13.20 13.40 13.60 13.80
0 AL m/z 57.10 63.84%
m/z--> 50 100 150 200 250 300
Abundance #108844: n-Butyl myristate
56
5000
229 13.20 13.40 13.60 13.80
73 0
‘ 101 129 165 211 284 m/z 43.10 43.71%
0...3‘.|h“l“.‘h“.“‘|‘.‘“‘. ‘. .‘?-5.7.‘.‘.|.“ “.2|5§..‘. ——
m/z--> 50 100 150 200 250 300
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 41.10 37.79%
30 84 129
101
N s L L WL L WL B
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56 13.20 13.40 13.60 13.80
m/z 73.10 35.60%
5000
29 73 129
97 267285
oL, .J.u IJjJHIMIMI - }57|‘%§§ 213 .2?1,. 1 3}1..3?0, S | R N— Y
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_F\DATA\BF121515\
Data File : BF083831.D

Acq On : 15 Dec 2015 23:31

Operator : UM/1Z

Sample - G4782-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315.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]
3-Penten-2-one, 4. .. 4.43 3.0 ng 77366 1 6.90 512203 20.0
2-Pentanone, 4-hy... 5.08 16.4 ng 421407 1 6.90 512203 20.0
2-Pentanone, 4-me... 5.90 2.2 ng 56343 1 6.90 512203 20.0
unknown6.67 6.67 52.7 ng 1349690 1 6.90 512203 20.0
Hexadecanoic acid... 12.83 3.6 ng 91895 5 14.05 508168 20.0
n-Butyl myristate 13.54 2.6 ng 65506 5 14.05 508168 20.0
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