LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072116\
Data File : BF089166.D
Aca On = 21 Jul 2016 8:17 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22Ie - 14089-02 LOCATION-33A-9-11
ALS Vial : 35 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 50 rvB 1270619 2034846 100.00% 13.131%
2 4.741 273 276 289 rBV 30098 66073 3.25% 0.426%
3 5.187 313 315 341 rBV 768020 1088378 53.49% 7.023%
4 6.261 406 409 416 rBV 744742 1172819 57.64% 7.568%
5 6.364 416 418 437 rVV 894389 1251620 61.51% 8.077%

6.604 437 439 449 rVwv 190349 308837 15.18% 1.993%
6.753 449 452 468 rVB 940975 956920 47.03% 6.175%
7.164 486 488 504 rBvV 506943 749500 36.83% 4 _.836%
7.885 549 551 562 rBvV 403651 430369 21.15% 2.777%
8.959 642 645 648 rBV 1284111 1414950 69.54% 9.130%

=
QO ~NO®

11 9.359 678 680 692 rBB 253243 239577 11.77% 1.546%
12 9.622 701 703 706 rBV 327779 483744 23.77% 3.122%
13 10.410 770 772 775 rBV2 688292 801926 39.41% 5.175%
14 10.548 781 784 790 rVB 18568 23310 1.15% 0.150%
15 11.096 830 832 835 rBvV 422738 510071 25.07% 3.291%

16 12.525 955 957 959 rBB 59354 54650 2.69% 0.353%
17 12.685 968 971 973 rBV 1534008 1501728 73.80% 9.690%
18 13.222 1016 1018 1020 rBV 45804 39031 1.92% 0.252%
19 13.634 1046 1054 1058 rBv4 18668 70792 3.48% 0.457%

20 13.714 1058 1061 1064 rBV 1144263 1965866 96.61% 12.685%

21 15.062 1176 1179 1182 rBV 294487 331971 16.31% 2.142%

Sum of corrected areas: 15496978
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089166.D

Aca On - 21 Jul 2016 8:17

Operator : UM/SJ

ﬁ?ggle i H4089-02 LOCATION-33A-9-11
ALS Vial : 35 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

Abundance TIC: BF089166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\
Data File : BF089166.D

Aca On 21 Jul 2016 8:17

Operator : UM/SJ

Sample - H4089-02

Misc :

ALS Vial : 35 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 4.28 ng 66073 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetone 58 C3H60 000067-64-1 7
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 5

Abundance Scan 276 (4.741 min): BF089166.D (-273) (-) m/z 43.05 100.00%
43
59
5000
101
83 440 4.60 4.80 5.00
B I L e R m/z 59.10 61.71%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I AL L
59 440 460 480 500
m/z 101.00 23.15%
25 3t 37 | 83 g3 %
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
43
440 460 480 500
5000 m/z 58.10 16.48%
55
27
15
37 | 49 63 71 77 83 98
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #3686: 1-Propen-2-ol, acetate Emmma e e A REEm
43 440 460 4.80 5.00
m/z 41.10 11.07%
5000
58
L 27 37 72 100
mz-> 10 20 30 40 50 60 70 80 90 100 440 460 480 500

8270-BF072016-M Fri

Jul 22 17:09:39 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072116\

Data File : BF089166.D

Aca On - 21 Jul 2016 8:17

Operator : UM/SJ

ﬁ?ggle i H4089-02 LOCATION-33A-9-11
ALS Vial : 35 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 3 unknown6.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

6.36 81.05 ng 1251620 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 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 418 (6.364 min): BF089166.D (-416) (-) m/z 132.00 100.00%

132
5000 68
54 ‘ 75 s 6.00 6.20 6.40 6.60
104
.,....,....'I'!.‘.‘?," e VUM N PP A S 1 m/z 68.10 50.00%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.00 6.20 6.40 6.60
51 78 m/z 66.10 32.24%

S /S | N PO SN ISR M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.00 6.20 6.40 6.60

5000 m/z 134.00 32.20%
33 44 g7 105
51 60 70 78 g 115
R a s B o AN R E R e  RARAREERE RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile —
132 6.00 6.20 6.40 6.60

m/z 69.10 20.56%

5000
92
39 105
n B SggT T | W gy
B R R e A R oo e i R e S S e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072116\

Data File : BF089166.D

Acq On = 21 Jul 2016 8:17

Operator : UM/SJ

ﬁ?ggle i H4089-02 LOCATION-33A-9-11
ALS Vial : 35 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]
2-Pentanone, 4-hy... 4.74 4.3 ng 66073 1 6.60 308837 20.0
unknown6 .36 6.36 81.0 ng 1251620 1 6.60 308837 20.0
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