LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087298.D

Aca On : 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 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-BF051716.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

1.701 8 10 70 rvB 3806574 8253852 100.00% 21.152%
5.141 309 311 330 rBV 1529290 2027181 24.56% 5.195%
rBvV 1120638 1400061 16.96% 3.588%
6.330 413 415 420 rVV 3642123 3726635 45.15% 9.550%
6.559 432 435 441 rVB 612185 778507 9.43% 1.995%
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6.707 446 448 451 rBV 3344741 3142292 38.07% 8.053%
7.130 483 485 488 rBV 2129564 2782869 33.72% 7.132%
7.839 545 547 558 rBv2 745155 1050249 12.72% 2.691%
8.925 639 642 644 rBV 5168697 5010222 60.70% 12.839%
9.588 698 700 703 rBV 1277356 1137150 13.78% 2.914%

=
QO ~NO®

11 10.376 767 769 772 rBV2 2253632 2754187 33.37% 7.058%
12 11.062 827 829 832 rBV 934327 1052511 12.75% 2.697%
13 12.479 951 953 956 rVvB 369108 309453 3.75% 0.793%
14 12.651 965 968 970 rBV 4099120 3955242 47.92% 10.136%
15 13.177 1012 1014 1016 rBV 160830 179309 2.17% 0.460%

16 13.691 1057 1059 1066 rBV 713198 782089 9.48% 2.004%
17 15.051 1175 1178 1187 rBV 411773 680400 8.24% 1.744%

Sum of corrected areas: 39022209
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087298.D

Aca On > 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087298.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087298.D

Aca On : 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 unknown6.33 Concentration Rank 2

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

6.33 95.74 ng 3726640 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 415 (6.330 min): BF087298.D (-413) (-) m/z 132.10 100.00%
132
5000 68
© sl P 550 ok s Gho
Obrrprrrr e e e bl i - & e b S el | m/Z 68.10  45.89%
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 IBENABE R AR SRR
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78 m/z 134.10 33.17%
31 38 Sﬁ
0"P'”I”'W'”M'h'P'”I”'H“”'P'”I”'W'“'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 6.60
5000 97 m/z 66.10 32.40%

70
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m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R Ea s arn e
132 6.00 6.20 6.40 6.60

m/z 69.10 19.79%
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15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087298.D

Aca On : 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.48 7.91 ng 309453 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 37
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Cyclobutanone, 3,3-dimethyl- 98 C6H100 001192-33-2 35

Abundance Scan 953 (12.479 min): BF087298.D (-951) (-) m/z 56.10 100.00%
56
5000 41
239 257 12.20 12.40 12.60 12.80
185 213
3 ||..".\. B m/z 57.10 59.98%
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
12.20 12.40 12.60 12.80
29 1 257 m/z 41.10 49.76%
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
1220 12.40 12,60 12.80
5000 m/z 43.10 49.76%
29 73
o 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 #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- B o e
56 12.20 12.40 12.60 12.80
m/z 55.05 36.28%
5000
30 82 100 129
0 ':I'-"‘rl""'l""‘ I"III ""l""l"" AR BN B B D B B D R R A A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052216\
Data File : BF087298.D

Aca On : 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 5 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.18 4.5 ng 179309  Chrysene-d12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecanoic acid. butvl ester 340 C22HA402 000123-95-5 91

2 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 46
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
4 1-Hexanol. 3.5.5-trimethvl- 144 C9H200 003452-97-9 38
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 38
Abundance Scan 1014 (13.177 min): BF087298.D (-1012) (-) m/z 56.10 100.00%
56
5000
73 129 SRR mmma s LU R
3 97 185 267285 12.80 13.00 13.20 13.40
o Uu.d-; pad 207 241 RTTR  Tm/z 57.10  63.24%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
- 73 12.80 13.00 13.20 13.40
0
‘ ‘ o 129 - 257285 m/z 43.10 54.98%
0 I h \M‘ Al by od 157 1 213 2‘\11 | \‘ 311 340
m/z--> 50 100 150 200 250 300 '
Abundance
56
12.80 13.00 13.20 13.40
5000 m/z 41.10 50.77%
30 82100 129
N s L L WL L WL B
m/z--> 50 100 150 200 250 300
Abundance #12471: Cyclopentanecarboxylic acid, 2-amino-, trans- R EEEEE e
56 12.80 13.00 13.20 13.40
m/z 55.05 35.42%
5000
30 82100 129
U “iwl”dlm'} "L'l UL WL L AL AU IR U
m/z--> 50 100 150 200 250 300 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052216\
Data File : BF087298.D

Acq On : 22 May 2016 18:44

Operator : UM/SJ

Sample : H3172-15

Misc :

ALS Vial : 66 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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 .33 6.33 95.7 ng 3726640 1 6.56 778507 20.0
Hexadecanoic acid... 12.48 7.9 ng 309453 5 13.69 782089 20.0
Octadecanoic acid... 13.18 4.6 ng 179309 5 13.69 782089 20.0
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