LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094930.D

Acq On : 5 May 2017 22:19

Operator : SJ/MA

Sample - 12949-08

Misc :

ALS Vial : 12 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-BF050217 .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

5.019 520 524 537 rBV 88300 178060 7.00% 1.269%
5.678 632 636 656 rBvV 269460 571502 22.46% 4.071%
rBv 170765 390995 15.37% 2.785%
7.384 921 926 939 rVB 693981 1057916 41.58% 7.537%
7.719 979 983 996 rVB 341091 403196 15.85% 2.872%
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7.960 1019 1024 1043 rBV 1333043 1571670 61.77% 11.197%
8.619 1131 1136 1161 rBV 887171 1203992 47.32% 8.577%
9.742 1323 1327 1342 rBV 384448 531247 20.88% 3.785%
11.513 1623 1628 1647 rBV 1883246 2524759 99.23% 17.987%
12.571 1803 1808 1821 rBV2 388105 598059 23.51% 4.261%

=
QO ~NO®

11 13.865 2023 2028 2043 rBvV 483768 778022 30.58% 5.543%
12 14.977 2212 2217 2231 rBV 376350 611223 24.02% 4 _.354%
13 17.301 2606 2612 2621 rBV 2072113 2544261 100.00% 18.126%
14 18.642 2835 2840 2853 rBV 443247 621592 24.43% 4.428%
15 20.306 3118 3123 3135 rBV2 274969 450402 17.70% 3.209%

Sum of corrected areas: 14036896
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO050517\
Data File : BF094930.D

Acq On : 5 May 2017 22:19

Operator : SJ/MA

Sample = 12949-08

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094930.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094930.D

Acq On : 5 May 2017 22:19

Operator : SJ/MA

Sample - 12949-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 8.83 ng 178060 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 524 (5.019 min): BF094930.D (-520) (-) m/z 43.00 100.00%
43
59
5000
101 T T
460 480 500 520 5.40
83
et S 8 Tm/z 59.00 58.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 22.27%
21 37| 53 ‘ 67 77 83 a1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 58.00 14 _.25%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime S EEEmmama T SR
43 460 480 500 520 5.40
m/z 41.10 9.52%
5000
101
15 53137, 51 % 69 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094930.D

Acq On : 5 May 2017 22:19

Operator : SJ/MA

Sample - 12949-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 2 unknown7.38 Concentration Rank 2

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

7.38 52.48 ng 1057920 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 925 (7.378 min): BF094930.D (-921) (-) m/z 132.00 100.00%
132
5000 68 A\
96 LSS R A A
40 54 || & | 7.00 7.20 7.40 7.60 7.80
I e B i R m/z 68.10 38.54%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R I R
a1 o7 7.00 7.20 7.40 7.60 7.80
53 117 m/z 134.00 31.40%
|||||||||||||||||||||||||||| I o e R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 L UL I R
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 22 .53%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 14 .59%
5000
91 105
39 51 65 77 117 | 146159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 700 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050517\
Data File : BF094930.D

Acq On : 5 May 2017 22:19

Operator : SJ/MA

Sample - 12949-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.02 8.8 ng 178060 1 7.72 403196 20.0
unknown? .38 7.38 52.5 ng 1057920 1 7.72 403196 20.0
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