LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087937.D

Aca On : 12 Jun 2016 9:16

Operator : UM/SJ

Sample : H3504-05

Misc :

ALS Vial : 36 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-BF060716.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

1.735 12 13 22 rVB 299110 462926 8.66% 1.584%
1.861 22 24 80 rvB 2377170 5346345 100.00% 18.295%
rBv 65016 95099 1.78% 0.325%
5.393 330 333 335 rBV 1515079 1501898 28.09% 5.139%
6.433 421 424 426 rBV 1118079 1015666 19.00% 3.476%
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6.570 433 436 438 rBV 2302605 2555495 47 .80% 8.745%
6.799 454 456 458 rBvV 748012 613103 11.47% 2.098%
6.959 467 470 472 rBV 2418681 2278955 42.63% 7.798%
7.370 503 506 508 rBV 1850758 2084198 38.98% 7.132%
8.090 566 569 571 rBV 866344 856997 16.03% 2.933%

=
QO ~NO®

11 9.165 660 663 666 rBY 2648831 3527185 65.97% 12.070%
12 9.839 720 722 725 rBV 1047738 959235 17.94% 3.282%
13 10.628 788 791 794 rBV 1710041 2048574 38.32% 7.010%
14 11.325 849 852 854 rBV 924013 981679 18.36% 3.359%
15 12.742 974 976 978 rBV 117309 116202 2.17% 0.398%

16 12.914 988 991 993 rBV 2919289 3207771 60.00% 10.977%
17 13.439 1035 1037 1039 rBvV 69793 73846 1.38% 0.253%

18 13.954 1079 1082 1091 rBV 896740 920434 17.22% 3.150%
19 15.371 1203 1206 1209 rBV 363043 577527 10.80% 1.976%

Sum of corrected areas: 29223135
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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:\HPCHEM1I\BNA F\DATA\BF061116\

BF087937.D

12 Jun 2016 9:16

UM/SsJ

H3504-05

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087937.D

Aca On : 12 Jun 2016 9:16

Operator : UM/SJ

Sample : H3504-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-hydroxy-4-me... Concentration Rank 5

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

4.97 3.10 ng 95099 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 296 (4.970 min): BF087937.D (-293) (-) m/z 43.10 100.00%
43
59
5000
101 N B W
| 51 I| 83 460 4.80 5.00 5.20 5.40
-+ttt m/z 59.10 61.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 59 AR RN SRR AR
460 4.80 5.00 5.20 5.40
m/z 101.10 23.55%
o 25 3! 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 18.91%
55
0 37 49 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #4425: Butane, 1-ethoxy- R B
59 460 4.80 5.00 5.20 5.40
31 m/z 41.00 9.19%
5000 41
73
0 1\5 ‘ | 147 53\‘ , 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087937.D

Aca On : 12 Jun 2016 9:16

Operator : UM/SJ

Sample : H3504-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.57 Concentration Rank 2

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

6.57 83.36 ng 2555500 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 436 (6.570 min): BF087937.D (-433) (-) m/z 132.00 100.00%
132
5000
68
0 w5 el e 08 s T oh 60 b0 7.0
e o L e e T LT e m/z 68.10 35.42%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A R A IR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 34.17%
38 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 22.72%
41 97
53 . 117
o 34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- b e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .04%
5000
6 104
39 51 7 90 117
Ot et e e e e e e T e
m/z--> 30 4'0 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087937.D

Aca On : 12 Jun 2016 9:16

Operator : UM/SJ

Sample : H3504-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 6

R.T. EstConc Area Relative to ISTD R.T.
12.74 2.52 ng 116202 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 72
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 27
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 27

Abundance Scan 976 (12.742 min): BF087937.D (-974) (-) m/z 56.10 100.00%
56
5000
41 257
& 129 239 N | W | I
h " 185 213 12.40 12.60 12.80 13.00
Obrrprre ol m/z 57.10 59.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00
29 129 257 m/z 41.10 37.77%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 43.05 37.33%
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 #12841: Nipecotic acid

12.40 12.60 12.80 13.00
m/z 257.30 36.28%

5000

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061116\
Data File : BF087937.D

Acq On : 12 Jun 2016 9:16

Operator : UM/SJ

Sample - H3504-05

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 3.1 ng 95099 1 6.80 613103 20.0
unknown6 .57 6.57 83.4 ng 2555500 1 6.80 613103 20.0
Hexadecanoic acid... 12.74 2.5 ng 116202 5 13.95 920434 20.0
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