LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090197.D

Aca On : 23 Sep 2016 14:32

Operator : UM/SJ

Sample : PB93576BL

Misc :

ALS Vial : 4 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-BF092016.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 1.655 4 6 52 rVB 1967128 5068841 100.00% 14.086%
2 4_.593 261 263 276 rVB 409379 696862 13.75% 1.936%
3 5.061 301 304 307 rBVY 2606832 2979284 58.78% 8.279%
4 6.147 396 399 402 rBVY 2350611 3058674 60.34% 8.500%
5 6.262 406 409 411 rBV 2935146 3451584 68.09% 9.592%

6.490 427 429 431 rBvY 862627 783102 15.45% 2.176%
6.650 440 443 445 rBV 2207473 2742477 54.10% 7.621%
7.062 476 479 481 rBV 1880995 1986038 39.18% 5.519%
7.770 539 541 544 rBV 866314 1037377 20.47% 2.883%
8.856 633 636 638 rBY 3517133 3699876 72.99% 10.281%

=
QO ~NO®

11 9.519 691 694 696 rBV 1154983 1264621 24.95% 3.514%
12 10.296 759 762 765 rBV2 1540913 2313798 45.65% 6.430%
13 10.982 820 822 825 rBV 1261319 1184367 23.37% 3.291%
14 12.422 946 948 950 rBV 163156 138358 2.73% 0.384%
15 12.571 958 961 964 rBV 3135147 3467139 68.40% 9.635%

16 13.119 1007 1009 1011 rBV 114767 98612 1.95% 0.274%
17 13.599 1048 1051 1053 rBV 801191 1113623 21.97% 3.095%
18 14.914 1163 1166 1169 rBV 800254 901146 17.78% 2.504%

Sum of corrected areas: 35985779

8270-BF092016.M Mon Sep 26 17:14:43 2016 Page: 1



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\BF092316\

BF090197.D

23 Sep 2016 14:32

UM/SsJ

PB93576BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090197.D

Aca On : 23 Sep 2016 14:32

Operator : UM/SJ

Sample : PB93576BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 17.80 ng 696862 1,4-Dichlorobenzene-d4 6.49
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 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 263 (4.593 min): BF090197.D (-261) (-) m/z 43.10 100.00%
a3
59
5000
101 AR BUREE AR LR S
420 4.40 4.60 4.80 5.00
83
o...,....,....,....','::..?.1.~!.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 67.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR LR LR S
420 4.40 4.60 4.80 5.00
59 m/z 101.10 25.50%
101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w§?“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 16.60%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl-

43 4.20 4.40 4.60 4.80 5.00

m/z 41.10 8.80%

5000
15 - 101
‘ 27 56 ‘
AT | | 86 | A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090197.D

Aca On : 23 Sep 2016 14:32

Operator : UM/SJ

Sample : PB93576BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.26 Concentration Rank 2

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

6.26 88.15 ng 3451580 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 409 (6.262 min): BF090197.D (-406) (-) m/z 132.10 100.00%
132
5000 68
% 600 620 640 6.60
40 54 : . . .
o Qrer |wsus Yo m/z 68.10 37.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RREE LR U U
6.00 6.20 6.40 6.60
2 51 78 m/z 134.10 33.74%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 67 m/z 66.10 22.90%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! IR e e
57 132 6.00 6.20 6.40 6.60
24 m/z 96.10 15.31%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | B
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092316\
Data File : BF090197.D

Aca On : 23 Sep 2016 14:32

Operator : UM/SJ

Sample : PB93576BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 5 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.42 2.48 ng 138358 Chrysene-di12 13.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 59
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 43
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 948 (12.422 min): BF090197.D (-946) (-) m/z 56.10 100.00%
56
5000
257
4| M | 179 w1 s a3 2 T e e e
Obrrrprrral bl bl '“ R et oo ek o2 | m/z 57.10  55.15%
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 LB SURBLN BRI B U
1220 12,40 1260 12.80
29 257 m/z 73.10 32.47%
101 239
0 \‘ 1l h H \M Wl ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57
12.20 12.40 12.60 12.80
5000 m/z 43.05 31.67%
4 239
257
& 129
ol 18 98113 157 185 213 282 312
R R R R R L L A LA LA LA LR AN LAY LAY LA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid R B B
12.20 12.40 12.60 12.80
m/z 41.10 31.18%
5000
04
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092316\
Data File : BF090197.D

Acq On : 23 Sep 2016 14:32

Operator : UM/SJ

Sample : PB93576BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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... 4.59 17.8 ng 696862 1 6.49 783102 20.0
unknown6 .26 6.26 88.2 ng 3451580 1 6.49 783102 20.0
Hexadecanoic acid... 12.42 2.5 ng 138358 5 13.60 1113620 20.0
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