LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080644.D

Acq On = 25 Jul 2015 00:14 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-09 ClientSampleld :
Misc - MW-12-7-22-15
ALS Vial : 18 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-BF072415_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

4.430 204 205 209 rvB2 12444 19331 1.30% 0.181%
5.081 261 262 265 rBV 189459 220709 14.83% 2.070%
rBv 799922 685813 46.07% 6.432%
5.927 335 336 338 rBV 45374 43539 2.92% 0.408%
6.533 387 389 392 rBV 356481 401550 26.97% 3.766%
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6.693 400 403 405 rBV 1217569 1182244 79.41% 11.087%
6.933 421 424 426 rBvY 340689 324386 21.79% 3.042%
7.082 435 437 440 rBvV 908171 981027 65.90% 9.200%
7.493 470 473 475 rBvV 891912 890063 59.79% 8.347%
8.213 534 536 539 rBvV 376311 384741 25.84% 3.608%

=
QO ~NO®

11 9.287 628 630 633 rBVY 1163389 1464704 98.39% 13.736%
12 9.973 687 690 692 rBvV 544589 445045 29.89%% 4._.174%
13 10.762 756 759 761 rBV2 774792 936561 62.91% 8.783%
14 11.459 817 820 822 rBV 524884 434066 29.16% 4.071%
15 13.071 958 961 963 rBV 1083513 1488733 100.00% 13.962%

16 14.202 1058 1060 1063 rBV 427541 411437 27.64% 3.859%
17 15.825 1199 1202 1205 rBV 276774 349017 23.44% 3.273%

Sum of corrected areas: 10662966
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF072415\

BF080644 .D

25 Jul 2015 00:14

TP/UM

G3079-09

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF072415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF080644.D

7.08
5.50

6.53 6.93

5.08

5.93

N |

7.49

8.21

0=
Time-->

2.50 3.00 3.50

4.00 5.00 5.50 6.00 6.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF080644.D

9,29
13.07

10.76

9.97 11.46

14.20

OfF——
Time-->

12.50 13.00

13.50

11.50 12.00

9.50 10.00

10.50 11.00

14.00

14.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF080644.D

15.83

OF—=
Time-->

19.00 19.50

20.00

18.00 18.50

17.00 17.50

15.50 16.00 16.50

20.50

21.00

8270-BF072415.

M Mon Jul 27 14:29:55 2015 S

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080644.D

Acg On : 25 Jul 2015 00:14

Operator : TP/UM

a?ggle i 63079-09 MW-12-7-22-15
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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.

5.08 13.61 ng 220709 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3,3-Dimethylbutylamine 101 C6H15N 015673-00-4 9
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9

Abundance Scan 262 (5.081 min): BFO80644.D (-261) (-) m/z 43.00 100.00%
43
5000 59
‘—1‘1—1-|"_l—1‘v—|—v—
101
480 5.00 5.20 5.40
Sl 83 & | m/z 59.00 49.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- \
43
5000 L UL LR IR UL
59 480 5.00 520 5.40
m/z 58.10 13.70%
25 31 37 | 83 gz 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
480 500 520 540
5000 m/z 101.00 12 .80%
41
17 51 > 70 82 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate e B
43 480 5.00 5.20 5.40
m/z 41.00 9.33%
5000
58
% 27 37, 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080644.D

Acg On : 25 Jul 2015 00:14

Operator : TP/UM

a?ggle i 63079-09 MW-12-7-22-15
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4

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

5.93 2.68 ng 43539 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 50
3 1-Methoxyethanimine, N-acetyl- 115 C5H9NO2 099028-43-0 25
4 Diacetyl (methoxyimino)methane 143 C6HONO3 069740-33-6 17
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 336 (5.927 min): BF080644.D (-335) (-) m/z 43.00 100.00%
43
73
5000
e a3 100 115 ’5.60 580 600 620
A UHNSESIMEME SR NS M M. m/z 73.10 75.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 AR AR RS SR AR
5.60 5.80 6.00 6.20
m/z 41.00 13.75%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
560 580 600 620
5000 58 m/z 39.00 8.62%
15
51
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7558: 1-Methoxyethanimine, N-acetyl- by
43 5.60 5.80 6.00 6.20
100 m/z 42.00 8.05%
5000
115
29 37 || 515861 798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080644.D

Acg On : 25 Jul 2015 00:14

Operator : TP/UM

a?ggle i 63079-09 MW-12-7-22-15
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 3 unknown6.69 Concentration Rank 1

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

6.69 72.89 ng 1182240 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 403 (6.693 min): BF080644.D (-400) (-) m/z 132.00 100.00%
5000 o8
40 %6 640 6.60 680 7.00
54 : : : :
f8 L Meus  —~ m/z 68.00 36.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 IR RN L S
6.40 6.60 6.80 7.00
33 44 o 105 ‘ m/z 134.00 33.20%
™ ""'l"'“'eﬁ""'ﬁo"' JI'M'%¥5I" L DAL L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 25.84%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- A
132 6.40 6.60 6.80 7.00
m/z 69.10 15.76%
5000 63 g
31 101 112
SRREES ?e*‘N'w7?hi"lgz'”"'l"l' A B e S LR RN L S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF072415\

BF080644 .D
25 Jul 2015 00:14

TP/UM

G3079-09

MW-12-7-22-15

18 Sample Multiplier: 1

d

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone,

4-hy. _.

|--Internal Standard---|

RT EstConc Units Response |# RT Resp Conc]
5.08 13.6 ng 220709 1 6.93 324386 20.0
5.93 2.7 ng 43539 1 6.93 324386 20.0

2-Pentanone,
unknown6 .69

4-me. ..

6.69 72.9 ng 1182240 1 6.93 324386 20.0
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