LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086015.D

Aca On : 2 Apr 2016 16:53

Operator : UM/SJ

Sample : H2080-11

Misc :

ALS Vial : 51 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-BF040216.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

4.944 247 250 257 rBV 38819 55986 1.55% 0.255%
5.367 284 287 298 rBV 1267337 1306960 36.09% 5.942%
rBv 692064 830582 22.93% 3.776%
6.544 387 390 392 rBV 2308043 2517382 69.51% 11.445%
6.773 408 410 416 rBvV 682759 607114 16.76% 2.760%
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6.933 421 424 426 rBV 1932040 2380688 65.73% 10.824%
7.344 457 460 462 rBV 2026221 2067774 57.09% 9.401%
8.053 520 522 525 rBV 748428 776381 21.44% 3.530%
9.139 614 617 619 rBV 3416116 3621829 100.00% 16.466%
9.813 673 676 678 rBvV 668069 811709 22.41% 3.690%

=
QO ~NO®

11 10.602 742 745 747 rBV 2034895 2065824 57.04% 9.392%
12 11.288 803 805 808 rBvV 877580 795095 21.95% 3.615%
13 12.693 926 928 931 rBV 102781 113709 3.14% 0.517%
14 12.876 941 944 946 rBV 3114598 2871359 79.28% 13.054%
15 13.402 988 990 992 rBV 100784 82361 2.27% 0.374%

16 13.928 1033 1036 1038 rBV 595388 564531 15.59% 2.567%
17 15.334 1156 1159 1164 rVB 413007 526067 14.52% 2.392%

Sum of corrected areas: 21995351
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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

Z:\HPCHEMI\BNA F\DATA\BF040216\

BF086015.D

2 Apr 2016 16:53

UmM/sJ

H2080-11

51 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086015.D

Aca On : 2 Apr 2016 16:53

Operator : UM/SJ

Sample : H2080-11

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.54 Concentration Rank 1

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

6.54 82.93 ng 2517380 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 390 (6.544 min): BF086015.D (-387) (-) m/z 132.10 100.00%
13R.1
5000
68.1
96.1 T T T T
401 541 6.20 6.40 6.60 6.80
0 ..,....,....,....,....,..-..,.:I-.'...'..,??.9,...'.,.197.?....,...., b m/z 68.10  33.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BESSEBE AR S A

6.20 6.40 6.60 6.80
m/z 134.10 33.29%

31.0 51.0
0 L1 H
e e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
R Ea R EEE R L
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 20.75%
41.0 53.0 97.0 1170
79.0 '
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 L
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e aRa

132.0 6.20 6.40 6.60 6.80
m/z 96.10 14 _.41%

5000

63.0
15.0 280 390 520 m 77‘0 990 10401160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086015.D

Aca On : 2 Apr 2016 16:53

Operator : UM/SJ

Sample : H2080-11

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.69  4.03ng 113709 Chrysene-diz 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002

031158-91-5 87

2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 83
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 35

5 Cyclopropane,

1-(1-methylethyl)-... 210 C15H30

041977-39-3 32

Abundance Scan 928 (12.693 min): BF086015.D (-926) (-) m/z 56.10 100.00%
56.1
5000
831 1291 TTT TT 1T |||'iA|||| TT T T
157.1 185.2 213.2 257.3 12.40 12.60 12.80 13.00
o m/z 57.10 57.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
5000 TT1 ||||,\|||| 1T T TT 1T
20.0 12. 40 12 60 12.80 13.00
83.0 129 m/z 43.10 42 .87%
257.0
0 ‘ 1[N~ h “‘ e el 157.0 185.0 213.0 281.0 312.0
ERRRERRRE: ”q.”q.uluupn..”.”..””..”.”..”q””,””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 40.06%
280 257.0
129.0 :
o 830 106.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72506: Pentadecane, 8-methylene-
12.40 12.60 12.80 13.00
m/z 55.10 33.37%
5000
o 168.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF086015.D

Aca On : 2 Apr 2016 16:53

Operator : UM/SJ

Sample : H2080-11

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.40 2.92 ng 82361 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 50
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 990 (13.402 min): BF086015.D (-988) (-) m/z 56.10 100.00%
56.1
5000
1291 285.3 LN BRI BN
' J 185.2 241.2 ]' 13.00 13.20 13.40 13.60 13.80
o — T .-,..-.'.',....',.'..-.,...., m/z 57.10 60.15%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000
290 13.00 13.20 13.40 13.60 13.80
. 0
gso 1290 o 2850 m/z 43.05 41 .66%
oLtk LT s | 157.0183021302410 | ] 11,0 3400
m/z--> 50 100 150 200 250 300 '
Abundance
56.0
13.00 13.20 13.40 13.60 13.80
0
5000 9290 m/z 41.10 38.47%
129.0
185.0 284.0
0 g0 157.0 255.0
m/z--> 50 100 150 200 250 300 '
Abundance #12423: Nipecotic acid
57.0 13.00 13.20 13.40 13.60 13.80
m/z 55.10 33.04%
5000
30.0 840 .90
0..|..“|'.t..‘.!....luuuu ——— —
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF086015.D

Acq On : 2 Apr 2016 16:53

Operator : UM/SJ

Sample : H2080-11

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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]
unknown6 .54 6.54 82.9 ng 2517380 1 6.77 607114 20.0
Hexadecanoic acid... 12.69 4.0 ng 113709 5 13.93 564531 20.0
Octadecanoic acid... 13.40 2.9 ng 82361 5 13.93 564531 20.0
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