LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 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 1.667 5 7 13 rvv 150008 214942 12.13% 1.218%
2 1.781 16 17 26 rvv 1007928 1673839 94.47% 9.486%
3 1.895 26 27 60 rvB 66027 277265 15.65% 1.571%
4 4.844 282 285 291 rBB 208861 335250 18.92% 1.900%
5 5.301 322 325 327 rBVY 1141226 1555998 87.82% 8.818%
6 5.690 357 359 361 rBB 27370 23247 1.31% 0.132%
7 6.342 413 416 419 rBV 1035927 1552129 87.60% 8.796%
8 6.467 424 427 429 rBV 1710292 1669775 94.24% 9.463%
9 6.696 445 447 449 rBB 467616 425391 24.01% 2.411%
10 6.856 458 461 463 rBB 1001201 1263843 71.33% 7.163%

11 7.267 493 497 499 rBvV 728027 1007698 56.87% 5.711%
12 7.976 557 559 562 rBB 514921 497088 28.06% 2.817%
13 9.062 651 654 656 rBVY 1975776 1771778 100.00% 10.041%
14 9.450 686 688 691 rBB 239677 224133 12.65% 1.270%
15 9.725 710 712 714 rBV2 446522 470009 26.53% 2.664%

16 10.513 779 781 783 rBV 846541 761469 42.98% 4_.315%

17 10.651 791 793 796 rVB 18518 28208 1.59% 0.160%
18 11.096 830 832 833 rBvV 25150 30372 1.71% 0.172%
19 11.199 839 841 845 rVB 355742 418875 23.64% 2.374%
20 11.279 845 848 850 rBV 19537 22258 1.26% 0.126%
21 11.519 866 869 876 rvB 19491 23429 1.32% 0.133%
22 11.816 893 895 899 rvB 13806 22079 1.25% 0.125%

23 12.411 945 947 949 rBV 140309 134655 7.60% 0.763%
24 12.628 964 966 968 rBV 99702 129384 7.30% 0.733%
25 12.788 978 980 982 rVB 1230614 1061392 59.91% 6.015%

26 12.856 982 986 990 rVB3 10505 21197 1.20% 0.120%
27 12.959 990 995 997 rBV 20167 38921 2.20% 0.221%
28 13.062 1003 1004 1008 rBVZ2 16466 21807 1.23% 0.124%
29 13.371 1026 1031 1034 rBV3 9307 23493 1.33% 0.133%
30 13.462 1038 1039 1044 rVB 17212 20150 1.14% 0.114%
31 13.577 1047 1049 1050 rBV 18867 25326 1.43% 0.144%
32 13.691 1056 1059 1062 rBVZ2 48853 76758 4_.33% 0.435%
33 13.828 1068 1071 1075 rBV2 475890 596441 33.66% 3.380%
34 13.931 1078 1080 1082 rBV2 17923 22858 1.29% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 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

35 14.011 1086 1087 1092 rBV3 10006 28915 1.63% 0.164%
36 14.217 1102 1105 1106 rVB 16058 22360 1.26% 0.127%
37 14.331 1111 1115 1119 rvv4 26844 76311 4_.31% 0.432%
38 14.537 1132 1133 1136 rBV3 9027 18787 1.06% 0.106%
39 14.674 1143 1145 1147 rVB2 17871 21238 1.20% 0.120%
40 14.822 1155 1158 1162 rBV 111995 207793 11.73% 1.178%
41 14.914 1164 1166 1171 rVB2 36735 64938 3.67% 0.368%
42 15.085 1179 1181 1184 rVB 63703 77169 4 .36% 0.437%
43 15.142 1184 1186 1189 rVV 70205 87968 4 .96% 0.499%
44 15.200 1189 1191 1198 rVB 281936 366137 20.66% 2.075%
45 15.634 1227 1229 1231 rBV 21986 36459 2.06% 0.207%
46 16.194 1276 1278 1285 rVB6 12094 30705 1.73% 0.174%
47 16.320 1287 1289 1293 rVB4 11382 26349 1.49% 0.149%
48 16.480 1300 1303 1306 rBvV2 32387 62826 3.55% 0.356%
49 16.857 1333 1336 1341 rVB 22389 47304 2.67% 0.268%
50 17.063 1351 1354 1359 rVB4 12102 28311 1.60% 0.160%

Sum of corrected areas: 17645027
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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\BF071316\

BF088980.D

14 Jul 2016 2:03

UM/SsJ

H3946-21

25 Sample Multiplier: 1

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

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088980.D
6.47
1500000
1.78 230
. 6.34
1000000 6.86
7.27
500000 6.70
1.67 4.84
A [leoo 5.69
—— ¥
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088980.D
9|06
1500000
12.79
1000000
10.51
500000 7,98 9.72
11.20
9.45
12.41
12.63
o 1065  11.101.281152 11.82 DIRI06 131378,
— R e e e B e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088980.D
1500000
1000000
500000 1383
15.20
14,82
3944
13.69 1 21930114.29:3314.94.67 404 A 15.63 16.18.316.48  16.8617.06
e e e e S i BB EEa BE s e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On : 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

1.90 13.04 ng 277265 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 74
2 Silanol. trimethvl- 90 C3H100Si 001066-40-6 9
3 Glvcine 75 C2H5NO2 000056-40-6 7
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 4
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 4

Abundance Scan 27 (1.895 min): BF088980.D (-26) (-) m/z 75.05 100.00%
75
5000
45
9| o Tk 2b0 5%
oY 5 Y 1 M m/z 73.10 66.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L L IR L
1.80 2.00 2.20
m/z 45.05 34.83%
o | 25\\ H\ > 69| 88 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
75
180 200 220
5000 m/z 41.05 26.20%
45
5 28 53 59 67 90
S U SR I SIS UL IR UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #87OGchme LN I I L B L L
30 1.80 2.00 2.20
m/z 47.00 16.10%
5000
75
o T -
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 2.20

8270-BF063016-M Thu Jul 14 14:14:08 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On : 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.84 15.76 ng 335250 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 285 (4.844 min): BF088980.D (-282) (-) m/z 43.10 100.00%
a3
59
5000
T "ok abo 5h0 8k
83 : : : :
o IR -9 NS N N — m/z 59.10 63.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L I R
59 460 480 500 520
m/z 101.10 21.95%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
5000 m/z 58.10 15.27%
101
15 a 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P
59 4.60 4.80 5.00 5.20
m/z 41.10 9.66%
5000 41
68
1| 50 | 126 142
S R R R SRR AN ARAR ARARA RARRA RARAN LARAN LA SALSS RS RS AR L L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF063016-M Thu Jul 14 14:14:09 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On : 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.47 Concentration Rank 2

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

6.47 78.51 ng 1669780 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 427 (6.467 min): BF088980.D (-424) (-) m/z 132.00 100.00%
5000 68
40 %0 J 620 640 6.60 6.80
54 : : .
ol A A m/z 68.10 42.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R A A
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.01%
0"tjhl'H'l'l*'l""lf"'l""l""l""l"'
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 27 .48%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! A AR Eam
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17 .55%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? S| 5 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On : 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method

Quant Ti

tle

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 7 Trifluoroacetic acid, penta...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.69 2.57 ng 76758 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 1-Octadecene 252 C18H36 000112-88-9 93
4 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91

Abundance Scan 1059 (13.691 min): BF088980.D (-1056) (-) m/z 57.10 100.00%
13.40 13.60 13.80 14.00
0 m/z 55.10 98.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
" 83
5000 SR NN SN SUNURE B
13.40 13.60 13.80 14.00
m/z 83.10 95.89%
0 2 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 97
69 SR NN SN SUNUR B
13.40 13.60 13.80 14.00
5000 m/z 43.10 95.64%
125
o 27 140 168 196 222238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104184: 1-Octadecene e e ERRES BE s
13.40 13.60 13.80 14.00
m/z 69.10 87.28%
h W/LM
oL 2 154 182197 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088980.D

Aca On : 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 unknownl14.33 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.56 ng 76311 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrrolol2.3-flauinolin-7-one. 2.... 240 C15H16N20 1000302-73-0 38
2 Imidazoll.2-alpvridine-3-carboxa... 240 C14H9FN20 1000351-44-5 38
3 Benzenamine. N-T(4-methviphenvl)... 240 C14H12N202 020192-50-1 38
4 o-(p-(Dimethvlamino)benzvlidenea... 240 C15H16N20 023837-35-6 38
5 Fumaric acid, decyl 3-oxobut-2-y... 326 C18H3005 1000348-82-4 32
Abundance Scan 1115 (14.331 min): BF088980.D (-1111) (-) m/z 240.10 100.00%
240
57
83
5000 43 o7 120
141 1 187 213 256 TT [T T [rrr [ rrrrprrrrg
|" ||| | | | ”I | || 14.00 14.20 14.40 14.60
0 bl | I m/z 239.10 58.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94101: Pyrrolo[2,3-flquinolin-7-one, 2,3,5,9-tetramethyl-...
240
5000
14.00 14.20 14.40 14.60
%8 120 225 m/z 57.10 58.59%
o e m | missss il
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance
240
14.00 14.20 14.40 1460
5000 78 212 m/z 55.10 53.25%
39 51 107120 \WJAb/VMrNJ‘NJ\NﬂﬁwqwaﬁfA/v
64
o 95 134 157,184 o, 224
rprrrTprTrT T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #93882: Benzenamine, N-[(4-methylphenyl)methylene]-4-nitro- R RAREEEEEEEEEEE
240 14.00 14.20 14.40 14.60
m/z 83.10 47 .22%
5000 76 193 210 M
91
50 152165
S 0 O A 5 N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14. 20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\
Data File : BF088980.D

Acq On 14 Jul 2016 2:03

Operator : UM/SJ

Sample - H3946-21

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,l1-dime... 1.90 13.0 ng 277265 1 6.70 425391 20.0
2-Pentanone, 4-hy... 4.84 15.8 ng 335250 1 6.70 425391 20.0
unknown6 .47 6.47 78.5 ng 1669780 1 6.70 425391 20.0
Trifluoroacetic a... 13.69 2.6 ng 76758 5 13.83 596441 20.0
unknownl14 .33 14.33 2.6 ng 76311 5 13.83 596441 20.0
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