LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092496.D

Aca On - 26 Jan 2017 00:14 Instrument :
Operator : SJ/MA BNA_F

Sample  : 11398-02 UGl )
Misc i PMW-2-012017
ALS Vial : 31 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-BF012417 .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_.578 215 218 221 rBV 67990 90268 1.84% 0.249%
2 4.681 223 227 232 rVB 60257 87693 1.79% 0.242%
3 5.150 265 268 270 rBV 443939 637511 12.99% 1.759%
4 5.550 301 303 306 rVB 1716577 2375189 48.42% 6.552%
5 5.733 316 319 322 rBV 47326 51861 1.06% 0.143%
6 5.836 322 328 329 rBV3 22296 51987 1.06% 0.143%
7 5.973 338 340 344 rBV3 37148 82179 1.68% 0.227%
8 6.121 351 353 355 rBV2 55026 62540 1.27% 0.173%
9 6.579 390 393 395 rBVY 1826029 1552039 31.64% 4.281%
10 6.727 403 406 408 rBVY 3515206 3459780 70.52% 9.544%

11 6.922 418 423 425 rBV2 54519 111959 2.28% 0.309%
12 6.967 425 427 429 rBvV 988617 974276 19.86% 2.687%
13 7.127 438 441 443 rVB 2752626 3303053 67.33% 9.111%

14 7.299 453 456 460 rVvB4 37313 99342 2.02% 0.274%
15 7.367 460 462 464 rBvYV 53693 69661 1.42% 0.192%
16 7.482 468 472 473 rBV3 23795 59099 1.20% 0.163%
17 7.527 473 476 479 rVV 2330255 2827104 57.63% 7.798%
18 7.619 482 484 486 rBV2 80957 96664 1.97% 0.267%
19 7.996 514 517 519 rBV3 43522 83799 1.71% 0.231%
20 8.065 521 523 527 rBV3 47264 82788 1.69% 0.228%

21 8.259 537 540 542 rBV 1371976 1369584 27.92% 3.778%
22 8.625 569 572 579 rBV5 51326 97477 1.99% 0.269%
23 9.345 632 635 637 rBV 4253388 4905869 100.00% 13.532%
24 9.733 666 669 671 rVB 250702 218465 4.45% 0.603%
25 10.019 691 694 696 rBV 1594453 1436204 29.28% 3.962%

26 10.808 760 763 766 rBV 2489905 2701398 55.06% 7.452%
27 10.922 771 773 778 rVB2 41540 65738 1.34% 0.181%
28 11.379 811 813 819 rBvV2 57261 87797 1.79% 0.242%
29 11.505 822 824 826 rBV 1630993 1404346 28.63% 3.874%
30 12.031 868 870 877 rBV 76429 104128 2.12% 0.287%

31 13.094 960 963 966 rBV 3382336 4814202 98.13% 13.280%
32 13.985 1039 1041 1046 rBvV 114834 164113 3.35% 0.453%
33 14.145 1052 1055 1057 rBV 1564088 1493145 30.44% 4.119%
34 15.620 1181 1184 1187 rBV 952088 1231412 25.10% 3.397%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012517\

Data File : BF092496.D

Aca On - 26 Jan 2017 00:14

Operator : SJ/MA

3?22 le 11398-02 PMW-2-012017
ALS Vial : 31 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 36252670
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF012517\

BF092496.D

26 Jan 2017 00:14

SJ/MA

11398-02 PMW-2-012017
31 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .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:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092496.D

Aca On - 26 Jan 2017 00:14

Operator : SJ/MA

3?22 le 11398-02 PMW-2-012017
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.15 13.09 ng 637511 1,4-Dichlorobenzene-d4 6.97
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.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 268 (5.150 min): BF092496.D (-265) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 B RS A UL I B
831 4.80 5.00 5.20 5.40
o A AR AN SRS AAAAN NRARA RARS RARS RARSS EARAN AARAS SAARSSARSERARRY m/z 59.10 57.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN AL LU I B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.88%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 17.23%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate LI L B L L L B L L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 15 25 §0 Jo 55 eb 75 éo §0 160 110 150 150 150 ' 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092496.D

Aca On - 26 Jan 2017 00:14

Operator : SJ/MA

3?22 le 11398-02 PMW-2-012017
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 71.02 ng 3459780 1,4-Dichlorobenzene-d4 6.97
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 406 (6.727 min): BF092496.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 spo || %t oo ok 6ko 7ho
o S PN AN 1 N .- D [ I | N m/z 68.10 45.95%
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 AR SRS AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.37%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.29%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.13%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\

Data File : BF092496.D

Aca On - 26 Jan 2017 00:14

Operator : SJ/MA

3?22 le 11398-02 PMW-2-012017
ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown7.30 Concentration Rank 5

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

7.30 2.04 ng 99342 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3.3-dimethvl- 98 C7H14 003404-73-7 35
2 Cvclohexane. 2.4-diethvl-1-methvl- 154 C11H22 061142-70-9 17
3 Imidazole. 4-trifluoromethvl-5-n... 181 C4H2F3N302 104752-68-3 10
4 3-Butvn-2-ol. 2-methvl- 84 C5H80 000115-19-5 10
5 Butane, 1,3-dichloro-2-methyl- 140 C5H10CI2 023010-07-3 10

Abundance Scan 456 (7.299 min): BF092496.D (-453) (-) m/z 69.10 100.00%
41.1 69.1
5000 55 1 831 105.0
Ul |, et T 7k 7k Tk
Ol il el LU T Tm/z 41.10 83.91%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3306: 1-Pentene, 3,3-dimethyl-
69.0
41.0
5000 55.0 700 7.20 740 7.60
83.0 m/z 105.00 40.90%
27.0 | 98.0
Ot P e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0
7.00 7.20 7.40 7.60
0
5000 55.0 83.0 1250 m/z 55.10 35.32%
41.0
29.0
o 95.0 109.0 139.0 154.0
R AR RS RRAR RS RN KRN RARS AR SRS AR SRS LR EALRN SRS R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43447: Imidazole, 4-trifluoromethyl-5-nitro- L L L N B BN B |
69.0 7.00 720 740 760

m/z 83.10 33.75%

5000
58.0
oLl e
1 1 ‘ I

T S RARE ane aameEEEE SR

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092496.D

Aca On : 26 Jan 2017 00:14

Operator : SJ/MA

Sample : 11398-02

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.99 2.20 ng 164113 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 1-Nonadecanol 284 C19H400 001454-84-8 91

Abundance Scan 1041 (13.985 min): BF092496.D (-1039) (-) m/z 43.10 100.00%
431
83.1
5000
LRI ORI SUNIL SR I
139.2163.0 13.60 13.80 14.00 14.20 14.40
Obrerprrr i 1910 m/z 57.05 97.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 I A A A
29.0 13.60 13.80 14.00 14.20 14.400
195.0 m/z 55.00 95.63%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 LRI BRI SURILE SR I
13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 72.78%
111.0
o 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43. 13.60 13.80 14.00 14.20 14.40
69.0 m/z 69.10 70.99%
5000
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13)60 13)80 14Joo 14fzo 14J4o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012517\

Data File : BF092496.D

Acg On : 26 Jan 2017 00:14

Operator : SJ/MA

3?22 le 11398-02 PMW-2-012017
ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.15 13.1 ng 637511 1 6.97 974276 20.0
unknown6.73 6.73 71.0 ng 3459780 1 6.97 974276 20.0
unknown? .30 7.30 2.0 ng 99342 1 6.97 974276 20.0
1-Docosene 13.99 2.2 ng 164113 5 14.15 1493150 20.0
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