LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086235.D

Aca On : 16 Apr 2016 00:03 Instrument :

Operator : UM/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : H2402-11 GW-04S-4-7-16

ALS Vial : 18 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-BF041516.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 2.167 5 7 14 rVB2 72405 158263 1.98% 0.288%
2 5.081 259 262 266 rBV 162363 242913 3.03% 0.443%
3 5.481 294 297 300 rBVY 3254329 3392559 42.38% 6.181%
4 6.510 384 387 389 rBY 2734194 2232678 27 .89% 4.068%
5 6.659 397 400 402 rBVY 5780140 5936828 74.16% 10.816%

6.887 418 420 423 rBV 1438297 1780300 22.24% 3.243%
7.047 431 434 437 rVB 5110247 5738224 71.68% 10.454%
7.459 466 470 472 rBV2 4804493 6270364 78.33% 11.424%
8.179 530 533 535 rBV 2861545 2464553 30.79% 4._.490%
9.253 624 627 630 rBVY 5367509 8004901 100.00% 14.584%

=
QO ~NO®

11 9.928 684 686 689 rBV 1970471 2549881 31.85% 4.646%
12 10.716 752 755 758 rBV2 3422790 4302966 53.75% 7.839%
13 11.413 813 816 819 rBV 2749775 2416868 30.19% 4._.403%
14 13.002 952 955 958 rBV 5044901 6174195 77.13% 11.248%
15 13.894 1031 1033 1042 rBV2 86492 173158 2.16% 0.315%

16 14.042 1044 1046 1049 rBV 1560780 1721317 21.50% 3.136%
17 15.482 1169 1172 1175 rBV 1101669 1329235 16.61% 2.422%

Sum of corrected areas: 54889203
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086235.D

Aca On : 16 Apr 2016 00:03

Operator : UM/SJ

ﬁ?ggle i H2402-11 GW-04S-4-7-16
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF041516.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: BF086235.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086235.D

Aca On : 16 Apr 2016 00:03

Operator : UM/SJ

ﬁ?ggle i H2402-11 GW-04S-4-7-16
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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.

5.08 2.73 ng 242913 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane 58 C4H10 000106-97-8 9
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 262 (5.081 min): BF086235.D (-259) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| es1 | 2071 4.80 5.00 520 5.40
| NN ! | A MM S MMM MMMS MMM LTS m/z 59.10 53.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL LS IS I
59.0 480 5.00 520 540
0
150 1010 m/z 101.10 22 .08%
0 wl ol . 83.0 \‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
0
5000 270 m/z 58.10 18.51%
59.0
G L L U U S S BN SR S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #208: Acetone T T
43.0 480 500 520 5.40
m/z 41.10 8.31%
5000
15.0
0 ! bl 59.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086235.D

Aca On : 16 Apr 2016 00:03

Operator : UM/SJ

ﬁ?ggle i H2402-11 GW-04S-4-7-16
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown6.66 Concentration Rank 1

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

6.66 66 .69 ng 5936830 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 400 (6.659 min): BF086235.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
U R R UL S
40.1 541 ‘ %1 6.40 6.60 6.80 7.00
0..,....,....,...!,“.'..:,!.'..,:!-.'.|,..':-.,??:9,...'.,397.',1....,....,-'...,... m/z 68.10 43.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U R UL UL SR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.80%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 680 7.00
5000 m/z 66.10 29.15%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A e
132.0 6.40 6.60 6.80 7.00

m/z 69.10 18.00%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086235.D

Aca On : 16 Apr 2016 00:03

Operator : UM/SJ

ﬁ?ggle i H2402-11 GW-04S-4-7-16
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 2.01 ng 173158 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1033 (13.894 min): BF086235.D (-1031) (-) m/z 57.15 100.00%

5000

%

13.60 13.80 14.00 14.20
m/z 55.10 94.44%

139.2163.1 207.1

o 282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester

:

5000 LA L L L L L L LB
13.60 13.80 14.00 14.20
29.0 m/z 43.10 90.67%
o 1390 1680  210.0 2380 2660 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 82.82%
121.0
o 153.0 181.0 224.0 250.0 297.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B Al AR BE
43.0 13.60 13.80 14.00 14.20
m/z 69.15 82.69%
69.0
5000
. N 1250 169.0 1950 224.0 2520
e R R me
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF041516\
BF086235.D

16 Apr 2016 00:03

UM/SJ

H2402-11

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 2.7 ng 242913 1 6.90 1780300 20.0
unknown6 .66 6.66 66.7 ng 5936830 1 6.90 1780300 20.0
Dichloroacetic ac... 13.89 2.0 ng 173158 5 14.04 1721320 20.0

|--Internal Standard---|
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GW-04S-4-7-16
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