LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081955.D

Acq On : 1 Oct 2015 23:13

Operator : UM/1Z

Sample : G3799-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF092815_.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 height area % max. total

5.074 254 257 263 rBV 374431 413110 10.70% 1.645%
5.486 290 293 310 rBV 1148285 1135282 29.42% 4.521%
rBv 696364 698684 18.10% 2.782%
6.663 393 396 398 rBvV 2221022 2403651 62.28% 9.572%
6.892 414 416 426 rBvV 539283 718188 18.61% 2.860%
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7.052 428 430 432 rBV 2602248 2391923 61.98% 9.526%
7.463 463 466 498 rBV 1658110 2023705 52.44% 8.059%
8.183 526 529 531 rBV 915260 895420 23.20% 3.566%
9.258 620 623 639 rBV 3545689 3732326 96.71% 14.864%
9.932 680 682 685 rBVY 1167991 1111211 28.79%% 4._.425%

=
QO ~NO®

11 10.721 748 751 754 rBvV2 1839717 2258448 58.52% 8.994%
12 10.835 759 761 768 rVB 24536 48765 1.26% 0.194%
13 11.418 810 812 826 rBV 1090329 1224499 31.73% 4_.876%
14 13.007 948 951 954 rBV 3457171 3859237 100.00% 15.369%
15 14.058 1040 1043 1056 rBV 1082879 1252186 32.45% 4_987%

16 15.498 1166 1169 1185 rBV 540078 943735 24.45% 3.758%

Sum of corrected areas: 25110370
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF100115\

BF081955.D

1 Oct 2015 23:13

umsiz

G3799-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081955.D

Acq On : 1 Oct 2015 23:13

Operator : UM/I1Z

Sample : G3799-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.07 11.50 ng 413110 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.074 min): BF081955.D (-254) (-) m/z 43.10 100.00%
43
59
5000
101
51 | 83 | 480 5.00 520 5.40
N UM m/z 59.10 61.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR A UL S L
59 480 5.00 520 540
m/z 101.10 20.37%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.10 17.21%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 4.80 5.00 5.20 5.40
m/z 41.10 8.50%
5000 41
68
0 \H\‘ 50 \‘m 1?6 142 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100115\
Data File : BF081955.D

Acq On : 1 Oct 2015 23:13

Operator : UM/I1Z

Sample : G3799-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 66.94 ng 2403650 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 396 (6.663 min): BF081955.D (-393) (-) m/z 132.10 100.00%
132
5000 A¥
68
6 rrrTyTTTTTT TR AT T T T T
40 54 75 104 6.40 6.60 6.80 7.00
Obrr ey Ol 87 et us m/z 68.10 35.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
3 78 m/z 134.10 33.57%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 23.63%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.05 14 .29%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100115\
Data File : BF081955.D

Acq On : 1 Oct 2015 23:13

Operator : UM/1Z

Sample : G3799-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 11.5 ng 413110 1 6.89 718188 20.0
unknown6 .66 6.66 66.9 ng 2403650 1 6.89 718188 20.0
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