LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial : 50 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-BF063016.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 1.690 3 9 12 rVB 65025 112169 15.38% 1.716%
2 1.850 21 23 31 rBv 140678 218208 29.93% 3.337%
3 1.953 31 32 41 rVB2 7236 15740 2.16% 0.241%
4 4.924 291 292 295 rVB 18490 21068 2.89% 0.322%
5 5.370 329 331 333 rBV 278113 255702 35.07% 3.911%
6 6.410 420 422 425 rBV 342776 284059 38.96% 4 .345%
7 6.547 432 434 436 rBV 349162 279527 38.34% 4_.275%
8 6.787 453 455 457 rBB 731188 609290 83.57% 9.319%
9 6.936 466 468 470 rBB 193098 203631 27.93% 3.114%
10 7.347 502 504 506 rBB 154751 152983 20.98% 2.340%

11 8.068 565 567 570 rBV 757581 729102 100.00% 11.151%
12 9.142 659 661 664 rBvY 312950 278088 38.14% 4_.253%

13 9.542 694 696 698 rBB 37773 31027 4._.26% 0.475%
14 9.816 718 720 723 rBV2 681548 702994 96.42% 10.752%
15 10.605 787 789 791 rBB 87386 89030 12.21% 1.362%
16 10.731 799 800 804 rBB 6927 9659 1.32% 0.148%
17 11.302 847 850 852 rBvV 457787 587518 80.58% 8.986%
18 12.502 953 955 957 rBV 10431 7615 1.04% 0.116%
19 12.731 971 975 976 rBV2 7421 9295 1.27% 0.142%
20 12.879 986 988 990 rBV 216189 200567 27.51% 3.068%
21 13.119 1006 1009 1011 rBV3 6385 12080 1.66% 0.185%
22 13.325 1025 1027 1030 rBV2 6874 10385 1.42% 0.159%
23 13.428 1034 1036 1037 rBV2 7949 11899 1.63% 0.182%
24 13.462 1037 1039 1041 rBV 12965 18102 2.48% 0.277%
25 13.737 1061 1063 1064 rBV 11506 14056 1.93% 0.215%
26 13.771 1064 1066 1067 rBV 16236 20516 2.81% 0.314%
27 13.805 1067 1069 1071 rVB 58318 74237 10.18% 1.135%
28 13.920 1077 1079 1082 rBV 637201 618685 84.86% 9.462%
29 14.102 1093 1095 1099 rBV2 15147 38448 5.27% 0.588%
30 14.411 1120 1122 1123 rBV 21314 22268 3.05% 0.341%

31 14.560 1133 1135 1138 rBV2 111163 130760 17.93% 2.000%
32 15.314 1199 1201 1204 rBV 327693 450766 61.82% 6.894%
33 15.771 1239 1241 1243 rBV 23070 37750 5.18% 0.577%
34 15.977 1257 1259 1264 rVB2 40022 73611 10.10% 1.126%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial =: 50 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.583 1310 1312 1316 rVB4 39552 42458 5.82% 0.649%
36 16.983 1344 1347 1349 rVB3 44763 70446 9.66% 1.077%
37 17.806 1417 1419 1421 rVB3 29811 27041 3.71% 0.414%
38 17.863 1423 1424 1425 rVB 23273 15954 2.19% 0.244%
39 18.137 1446 1448 1450 rBV2 25100 19154 2.63% 0.293%
40 18.274 1457 1460 1461 rBV3 21026 32430 4._.45% 0.496%

Sum of corrected areas: 6538318
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF070316\
BF088691.D

4 Jul 2016 13:05

UM/SJ

H3822-05 10X

50 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.55 Concentration Rank 1

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

6.55 9.18 ng 279527 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 434 (6.547 min): BF088691.D (-432) (-) m/z 132.00 100.00%
5000

6.20 6.40 6.60 6.80

01 m/z 68.10 43.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 LI L L L L L L L L L B
6.20 6.40 6.60 6.80
0
a1 51 78 m/z 134.00  31.85%
38
0 ‘ 1 H N !
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R e e  RBEEE
6.20 6.40 6.60 6.80
5000 m/z 66.10 27.63%
104

66 77

14 27 37 44 51l 58 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine B L A
132 6.20 6.40 6.60 6.80

m/z 69.10 17.60%

5000
104

65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial : 50 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-(2-(2-Ethoxyethoxy)ethoxy... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.81 2.40 ng 74237 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-(2-Ethoxvethoxvy)ethoxv)ethy... 282 C15H2205 1000366-98-8 78
2 3-Benzovlamino-2-benzvl-butvric ... 311 C19H21NO3 1000193-12-7 78
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 72
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 58
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 50
Abundance Scan 1069 (13.805 min): BF088691.D (-1067) (-) m/z 105.00 100.00%
105 149
5000
77
L A A
51 13.40 13.60 13.80 14.00 14.20
250
MR Y SN NN PR AN NN m/z 149.10 85.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128988: 2-(2-(2-Ethoxyethoxy)ethoxy)ethyl benzoate
105
149
5000 AU A
o 72 13.40 13.60 13.80 14.00 14.20
m/z 77.05 35.73%
0 \ i \‘ 122 | 130 209 238
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300
Abundance
105 149
13.40 13.60 13.80 14.00 14.20
5000 . m/z 150.10 9.76%
o 28 St 181 | 167 100 200236252 280 311
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149
105
5000
7
45
ol 29 | 61 121 164
A P R [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

13.40 13.60 13.80 14.00 14.20

m/z 106.00 8.42%

F

13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.23 ng 130760 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 50
2 4-Bromobutvric acid. 3-methvlbut... 236 C9H17Bro02 1000354-68-4 38
3 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 35
4 L-Proline. N-(phenvlacetvl)-. et... 261 C15H19NO3 1000346-18-9 27
5 1-(2-Hydroxymethylpyrrolidin-1-y... 143 C7H13NO2 1000192-83-2 23
Abundance Scan 1135 (14.560 min): BF088691.D (-1133) (-) m/z 70.10 100.00%

5000

o

14.20 14.40 14.60 14.80
m/z 149.00 47.61%

204 228
o

m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 LA L L L L L LB L L B
14.20 14.40 14.60 14.80
279 m/z 112.10 41 .39%
0 4 \‘93 \ ‘ ‘ .| 189 232 | “ 304 333 361
T T T T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance
70
14.20 14.40 14.60 14.80
5000 149 m/z 57.10 35.59%
43
. 93 121 167 193
e s B L B e e o
m/z--> 50 100 150 200 250 300 350
Abundance #59597: 2-Propenoic acid, 2-methyl-, octyl ester R e EEaE L
70 14.20 14.40 14.60 14.80
m/z 83.10 25.69%
41
5000 112
ol15 . | “ | bé% | 130 169
i R I e e A mma s
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088691.D

Aca On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 unknownl15.98 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.27 ng 73611 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-I3-IT(2.5-dioxo-1-p... 303 C16H21N303 027550-64-7 25
2 Carbamic acid. 3-methvlphenvl-. ... 191 C11H13NO2 1000314-77-3 25
3 Propanamide. 2.2-dimethvl-N-(3-m... 191 C12H17NO 032597-29-8 22
4 Silane. l4-(1.1-dimethvlethvD)ph... 206 C13H22Si 018412-68-5 22
5 Pyrrolidine, 1-(9-borabicyclo[3.... 191 C12H22BN 022516-41-2 22
Abundance Scan 1259 (15.977 min): BF088691.D (-1257) (-) m/z 191.15 100.00%
191
5000 81

218 246263 289 313 15.60 15.80 16.00 16.20

o} m/z 81.10 50.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #147056: Acetamide, N-[3-[[(2,5-dioxo-1-pyrrolidinyl)ethyl...
191
5000 | BNLEL L L LB L L B B
43 15.60 15.80 16.00 16.20
121 m/z 95.10 50.25%
65 93 145163 303
0 Ll |, 18T | 217232 260 288 |
A e B i aana aesEEEa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
M 191
e
15.60 15.80 16.00 16.20
5000 120 m/z 123.10 41.04%
146
65 91
0 26 176
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53841: Propanamide, 2,2-dimethyl-N-(3-methylphenyl)- A REEE RS
57 107 191 15.60 15.80 16.00 16.20
m/z 177.10 40.84%
5000
41 91
133148
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088691.D

Acq On : 4 Jul 2016 13:05

Operator : UM/SJ

Sample = H3822-05 10X

Misc :

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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]
unknown6 .55 6.55 9.2 ng 279527 1 6.79 609290 20.0
2-(2-(2-Ethoxyeth... 13.81 2.4 ng 74237 5 13.92 618685 20.0
1,3-Benzenedicarb... 14.56 4.2 ng 130760 5 13.92 618685 20.0
unknownl15.98 15.98 3.3 ng 73611 6 15.31 450766 20.0
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