LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089185.D

Aca On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 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-BF072016.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 1.724 10 12 47 rVB 720354 1824519 100.00% 39.500%
2 5.187 312 315 327 rBV 25134 62694 3.44% 1.357%
3 6.262 407 409 417 rBV 34167 77852 4.27% 1.685%
4 6.365 417 418 424 rVV 60487 85265 4.67% 1.846%
5 6.593 436 438 450 rBV 176674 268001 14.69% 5.802%
6 6.753 450 452 461 rVB 73168 73690 4.04% 1.595%
7 7.165 487 488 500 rBB 34705 53238 2.92% 1.153%
8 7.885 549 551 564 rBV 371009 352599 19.33% 7.634%
9 8.959 643 645 652 rBV 112404 102455 5.62% 2.218%
10 9.633 701 704 706 rBV 261505 312205 17.11% 6.759%
11 10.411 770 772 775 rBB 27654 27518 1.51% 0.596%
12 11.096 830 832 835 rBV 184878 260169 14.26% 5.633%
13 12.308 936 938 941 rVB 20231 23258 1.27% 0.504%
14 12.525 955 957 962 rVvVv 22872 39523 2.17% 0.856%
15 12.685 969 971 973 rBV 71927 92288 5.06% 1.998%
16 12.857 982 986 988 rBV2 14679 27433 1.50% 0.594%
17 12.971 994 996 1000 rBV4 10008 29453 1.61% 0.638%
18 13.177 1011 1014 1017 rBvV4 8773 25606 1.40% 0.554%

19 13.725 1059 1062 1066 rBV 298451 367170 20.12% 7.949%
20 15.074 1178 1180 1184 rBV 192543 238624 13.08% 5.166%

21 15.657 1228 1231 1236 rVB2 52751 117798 6.46% 2 .550%

22 16.011 1260 1262 1271 rVB 42387 87940 4.82% 1.904%
23 16.548 1307 1309 1317 rVvB4 30554 69693 3.82% 1.509%
Sum of corrected areas: 4618991
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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:\HPCHEM1\BNA F\DATA\BF072116\
BF089185.D

21 Jul 2016 17:43

UM/SsJ

H4129-03 10X

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089185.D

Aca On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.36 Concentration Rank 4

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

6.36 6.36 ng 85265 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 418 (6.365 min): BF089185.D (-417) (-) m/z 132.00 100.00%
5000 68
96 SRR SR L R
40 5y 75 104 6.00 6.20 6.40 6.60
m/z 68.10 51.14%
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
5000 A LRI S R
6.00 6.20 6.40 6.60
0
3638 iT 78 m/z 134.00 33.27%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 640 660
5000 m/z 66.10 31.64%
104
66
14 27 37 44 51 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A A
132 6.00 6.20 6.40 6.60
m/z 69.05 19.67%
5000
15 28 39 52 % 77 00 104
mzs 1 % 3 4 0 8 o B 8 100 110 150 130 150 6.00 6.0 640 660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089185.D

Aca On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknownl5.66 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.66 9.87 ng 117798 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 40
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
3 2-Fluoro-6-trifluoromethvlbenzoi... 290 C14H14F402 1000357-69-3 27
4 2-1mino-3-phenvl-4-thiazolidinone 192 C9H8N20S 006966-55-8 27
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7HON7 017539-50-3 27
Abundance Scan 1231 (15.657 min): BF089185.D (-1228) (-) m/z 191.15 100.00%
191
5000 Bl
109
v 137 163 I ISR L BN SO
222240260 286 383 15.40 15.60 15.80 16.00
m/z 81.10 53.23%
m/z--> 50 100 150 200 250 300 350
Abundance #100931: Anthracene, 9-butyltetradecahydro-
95 191
41
67
5000 I ISR R BN B
15.40 15.60 15.80 16.00
135 248 m/z 95.10 44.52%
L a1 [ as3urs | 210 | e
m/z--> 50 100 150 200 250 300 350
Abundance
191
15.40 15.60 15.80 16.00
5000! 28 m/z 177.10 41.80%
135 163
69 %
m/z--> " 50 100 150 200 250 300 380
Abundance #135803: 2-Fluoro-6-trifluoromethylbenzoic acid, cyclohexy... L e e R m
191 15.40 15.60 15.80 16.00
m/z 109.10 35.94%
5000 82
163
29 4 ‘ 13 143 | | alo 271
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089185.D

Aca On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6 _beta.-iso-Methyl ionone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.01 7.37 ng 87940 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 64
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 5-Fluoro-2-trifluoromethvlbenzoi... 284 C14H8F402 1000357-62-7 35
4 3-Fluoro-4-trifluoromethvlbenzoi... 284 C14H8F402 1000357-93-7 35
5 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 35
Abundance Scan 1262 (16.011 min): BF089185.D (-1260) (-) m/z 191.15 100.00%
191
5000 g1 P

163

15.60 15.80 16.00 16.20 16.40
m/z 95.10 48.43%

218933247
63

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191
5000 28 B o o R ma
15 60 15. 80 16. 00 16 20 16 40
43 95 1&3 163 m/z 81.10 40.67%
69 149
”.W.H.P.”,”.W.H.P.”,”.W.H.P.” R R RARRsmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
R e e s e
15.60 15.80 16.00 16.20 16.40
5000{ 43 m/z 69.10 39.75%
123
149
91 107 206
20 | 57 7 163176
WW‘WTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130666: 5-Fluoro-2-trifluoromethylbenzoic acid, phenyl ester L e e e
191 15.60 15.80 16.00 16.20 16.40
m/z 55.10 25.89%
5000
163
39 65 94 113 143 ‘ 265 284
[ T T T T e e e R e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20 16 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089185.D

Aca On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 7 unknownl6.55 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.55 5.84 ng 69693 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Diethvlaminophenvl i1sothiocvanate 206 C11H14N2S 084381-54-4 38
2 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 30
3 Ethanone. 1-(4-amino-6-methvl-th... 206 C10H10N20S 1000268-83-5 27
4 2-Furoic acid. 2-methvloct-5-vn-... 234 C14H1803 1000299-23-7 27
5 2,5,5,8a-Tetramethyl-4-methylene... 206 C14H220 093175-76-9 25
Abundance Scan 1309 (16.548 min): BF089185.D (-1307) (-) m/z 191.15 100.00%
9 191
5000 205
243
b |25 281 1650 160 1660 1680
m/z 95.10 92 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65700: 4-Diethylaminophenyl isothiocyanate
191
5000 206 A SRR SRR DU
163 16,20 16.40 16.60 16.80
29 134 m/z 81.10 74 .68%
90 105;
LI N e A o D A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
95 191
41 NSRS BN
67 109 16.20 16.40 16.60 16.80
5000 81 m/z 136.10 55.45%
248
135 152 177
205219234
mﬁmﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65516: Ethanone, 1-(4-amino-6-methyl-thieno[2,3-b]pyridin...
191 16.20 16.40 16.60 16.80
m/z 109.10 51.59%
206
5000
163
43 136
|, 66 829 122
s 30 a0 e e 100 120 140 180 150 200 250 20 206 2o 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072116\
Data File : BF089185.D

Acq On 21 Jul 2016 17:43

Operator : UM/SJ

Sample : H4129-03 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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]
unknown6 .36 6.36 6.4 ng 85265 1 6.60 268001 20.0
unknownl15.66 15.66 9.9 ng 117798 6 15.07 238624 20.0
-beta.-iso-Methyl... 16.01 7.4 ng 87940 6 15.07 238624 20.0
unknownl16 .55 16.55 5.8 ng 69693 6 15.07 238624 20.0
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