LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator =: SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 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-BF020116.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 4.110 175 177 185 rBvY 39060 57730 1.39% 0.161%
2 4.807 236 238 248 rBV 873438 1481554 35.60% 4.125%
3 5.253 275 277 280 rBVY 3154120 3732980 89.69% 10.394%
4 5.664 311 313 315 rBV 42301 43852 1.05% 0.122%
5 6.316 367 370 372 rBVY 3845455 4161908 100.00% 11.588%

6.430 377 380 382 rBV 4448185 4013793 96.44% 11.176%
6.659 398 400 402 rBV 1247837 992849 23.86% 2.764%
6.819 411 414 416 rBV 3192923 3268003 78.52% 9.099%
7.230 447 450 452 rBV 2634395 2528979 60.76% 7.042%
7.950 510 513 515 rBV 1096464 1252800 30.10% 3.488%

=
QO ~NO®

11 9.025 604 607 610 rBV 4381788 4103210 98.59% 11.425%
12 9.699 663 666 668 rBY 1165831 1295029 31.12% 3.606%
13 10.488 732 735 737 rBvV2 1700361 2402983 57.74% 6.691%
14 11.174 792 795 797 rBV 1452640 1229911 29.55% 3.424%
15 12.591 917 919 921 rVvB2 115013 147023 3.53% 0.409%

16 12.762 931 934 936 rBV 3630875 3405783 81.83% 9.483%
17 13.299 979 981 983 rBV 119948 101051 2.43% 0.281%

18 13.802 1022 1025 1027 rBV 962367 866463 20.82% 2.413%
19 15.174 1142 1145 1147 rBV 716599 829405 19.93% 2.309%

Sum of corrected areas: 35915306
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084904.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 29.84 ng 1481550 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 238 (4.807 min): BF084904.D (-236) (-) m/z 43.10 100.00%
43
59
5000
1o 440 460 480 5.00 520
IR P N SN NN B 7 ¥ 50
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI LA U N
440 4.60 4.80 5.00 5.20
59 m/z 101.10 17.54%
0 21 37| 53 ‘ 67 778 o1 O
miz--> A D N N N
Abundance
43
- 440 460 480 5.00 520
5000 m/z 58.10 14 .48%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R ERmas BEEEE LR
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.10%
5000 41
69 87
15 \‘ 53 | 98
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P N LR R N
m/z--> 10 20 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.43 Concentration Rank 1

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

6.43 80.85 ng 4013790 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 380 (6.430 min): BF084904.D (-377) (-) m/z 132.00 100.00%
32
5000 68
6 Trrr|rrrr|prrrr|yrrrr|rrr
40 54 | 75 104 6.00 6.20 6.40 6.60 6.80
Obr et ?:1:'.'.|,..'='.,..f.‘?,....,.'!..,.1.1.5.,...., | N m/z 68.10 43.39%
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 R L IR I R
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 34 .04%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 27 .84%
63 81
o 31 33 50 74 8g 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 18.02%
117
5000
39 91
51 65
AN - RSN V.- N R | Y | A
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF020116.-M Mon Feb 08 16:54:48 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.
12.59 3.39 ng 147023 Chrysene-di12 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 37
4 1-Hexene. 2.5-dimethyl- 112 C8H16 006975-92-4 35
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 35

Abundance Scan 919 (12.591 min): BF084904.D (-917) (-) m/z 56.10 100.00%
56
5000 41
185 239 257 12.20 12.40 12.60 12.80 13.00
0---|nn'|n- ||""'|'WLPMW m/z 57.10 62 .84%
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 A B '|h&"| ----4--
12.20 12.40 12.60 12.80 13.00
29 1 257 m/z 43.10 43.63%
0 | 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
12.20 12.40 12.60 12.80 13.00
5000 m/z 41.10 42 .20%
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 s ./.\, PP
56 12.20 12.40 12.60 12.80 13.00

m/z 55.10 32 .53%

5000

30 82 100 129
14 ‘ il Wl \ ‘

o

—ﬁ—r‘?—v—v—rv—rQ—r
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 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020616\
Data File : BF084904.D

Aca On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample : PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.
13.30 2.33 ng 101051 Chrysene-di12 13.80
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 86
3 Cvclopropane. 1-(1-methvlethvD)-... 210 C15H30 041977-39-3 38
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 38

Abundance Scan 981 (13.299 min): BF084904.D (-979) (-) m/z 56.10 100.00%
56
5000
3 129 AR UL UGN RGN B
3 | 97 185 . 241 267 285 13.00 13.20 13.40 13.60
O m/z 57.10 59.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
13.00 13.20 13.40 13.60
29 m/z 43.10 41.12%
185 267 285
ob s “‘H s m\‘m 157 213 241 311 340
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.10 37.31%
229
73 211
129 284
ol 101 157 % 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #63060: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56 13.00 13.20 13.40 13.60
m/z 55.10 33.80%
5000
83
o | b 154 182 210
miz> 30 40 60 80 100 130 140 18 150 200 230 240 240 250 306 30 340 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020616\
Data File : BF084904.D

Acq On : 6 Feb 2016 11:45

Operator : SJ/1Z

Sample - PB88196BL

Misc :

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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]
2-Pentanone, 4-hy... 4.81 29.8 ng 1481550 1 6.66 992849 20.0
unknown6 .43 6.43 80.8 ng 4013790 1 6.66 992849 20.0
Hexadecanoic acid... 12.59 3.4 ng 147023 5 13.80 866463 20.0
Octadecanoic acid... 13.30 2.3 ng 101051 5 13.80 866463 20.0
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