LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\
Data File : BF090790.D

Aca On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample : PB94262BL

Misc :

ALS Vial : 6 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-BF102116.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 5.023 233 235 247 rBV 576727 902165 16.04% 2.085%
2 5.446 269 272 274 rBVY 3733903 3863022 68.68% 8.929%
3 6.474 359 362 364 rBY 3307782 4081072 72.55% 9.432%
4 6.600 371 373 376 rBVY 3962575 4003941 71.18% 9.254%
5 6.829 391 393 404 rBVY 1049415 1264580 22.48% 2.923%

6.989 404 407 409 rBV 3451075 3389741 60.26% 7.835%
7.400 440 443 445 rBV 1811953 2368264 42.10% 5.474%
8.120 503 506 508 rBV 1494520 1715485 30.50% 3.965%
9.195 597 600 603 rBV 4360489 4970133 88.36% 11.487%
9.869 656 659 662 rBVY 1931025 2022959 35.96% 4.676%

=
QO ~NO®

11 10.658 725 728 731 rBV2 2152367 3157743 56.14% 7.298%
12 11.355 787 789 792 rBV 1877794 1901758 33.81% 4 _.395%
13 11.515 801 803 810 rVvB 140948 142375 2.53% 0.329%
14 12.772 911 913 915 rBV 436203 356024 6.33% 0.823%
15 12.852 915 920 922 rVB2 57268 75550 1.34% 0.175%

16 12.944 926 928 931 rBV 4261395 5625026 100.00% 13.001%
17 13.481 973 975 977 rBV 221930 221464 3.94% 0.512%

18 13.995 1018 1020 1033 rBV 1851893 1871188 33.27% 4_.325%
19 15.424 1142 1145 1148 rBV 1084043 1333639 23.71% 3.082%

Sum of corrected areas: 43266129
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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\BF102416\

BF090790.D

24 Oct 2016 16:32

UM/SsJ

PB94262BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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\BF102416\
Data File : BF090790.D

Aca On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample : PB94262BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.

5.02 14.27 ng 902165 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 235 (5.023 min): BF090790.D (-233) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520 540
83 : : : : :
o..,....,....','::..??.4.',...‘??....,.'...,...:,|....,....,....,....,...., m/z 59.10 59.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 19.42%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 m/z 58.10 17.84%
41
ol 50 73 86
mmﬁmwwwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 ]L_
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester BB R e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.43%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\
Data File : BF090790.D

Aca On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample : PB94262BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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 unknown6.60 Concentration Rank 1

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

6.60 63.32 ng 4003940 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 373 (6.600 min): BF090790.D (-371) (-) m/z 132.00 100.00%
132
5000 68 k
6  Emama A AR R
40 . 54 75 104 620 640 6.60 6.80 7.00
o..,....,....,....,'.'.‘.‘7.,....??.l.'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 39.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S SR LA L
a1 o7 6.20 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.55%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 SRR AN SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 24 _A7%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.65%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115
e N | N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\
Data File : BF090790.D

Aca On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample : PB94262BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.
12.77 3.81 ng 356024 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 35
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 913 (12.772 min): BF090790.D (-911) (-) m/z 56.10 100.00%
56
5000
73
|\ 129 239 227 12.40 12.60 12.80 13.00
3 157 185 213 . . . .
| | |!'..'.“.??1.r°’..|..,~....-,..-..,.-...,...l. - A et | m/z 57.10  56.44%
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 AR UAREE B
12. 40 12. 60 12. 80 13.00
29 257 m/z 43.10 36.17%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
1240 12,60 12.80 13.00
5000 m/z 41.10 33.47%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester T e
57 12.40 12.60 12.80 13.00

m/z 73.10 31.67%

5000

4{ 239 957

18 * ﬂ‘ H‘\u 1 ? \ 157 185 213 ‘ H 282 312

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102416\
Data File : BF090790.D

Aca On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample : PB94262BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102116.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.
13.48 2.37 ng 221464 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 58
4 Nipecotic acid 129 C6H11NO2 000498-95-3 50
5 Cyclohexane, (1,1-dimethylethyl)- 140 C10H20 003178-22-1 27

Abundance Scan 975 (13.481 min): BF090790.D (-973) (-) m/z 56.10 100.00%
56
5000
73
H m 129 067285
97 | 185 241 13.20 13.40 13.60 13.80
3 . : : .
I I| gl 187, 107 | l 20 Tm/z 57.10  62.33%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester
56
5000 285 340 13.20 13.40 13.60 13.80
73 . 267 m/z 43.10 40.15%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 13.40 13.60 13.80
5000 m/z 73.10 34.12%
229
73 211
129
185 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropyl ester R B E S
57 13.20 13.40 13.60 13.80
m/z 55.10 32.54%
5000
29 267285
83 129 |
ob— ‘. \I I“J" hm .‘“J.“hl‘l“’.ﬁ.“. .‘:||'5.7. ]:E\;? |2|13| sz\u : “. AL I3]'-O' .3‘:0' LY N N ) —
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 : Z:\HPCHEM1\BNA_F\DATA\BF102416\
Data File : BF090790.D

Acq On : 24 Oct 2016 16:32

Operator : UM/SJ

Sample - PB94262BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102116 .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... 5.02 14.3 ng 902165 1 6.83 1264580 20.0
unknown6 .60 6.60 63.3 ng 4003940 1 6.83 1264580 20.0
Hexadecanoic acid... 12.77 3.8 ng 356024 5 14.00 1871190 20.0
Octadecanoic acid... 13.48 2.4 ng 221464 5 14.00 1871190 20.0
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