LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator : SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 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-BF030116.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
1 2.938 55 57 61 rvB 108335 148339 2.76% 0.335%
2 5.213 253 256 260 rBV 1109622 1416967 26.36% 3.200%
3 5.613 287 291 293 rBV 3643804 4822289 89.70% 10.891%
4 6.619 375 379 381 rBV 3914162 4634316 86.21% 10.467%
5 6.756 388 391 394 rBV 3839400 4848378 90.19% 10.950%

6.996 409 412 414 rBV 852342 1033406 19.22% 2.334%
7.145 423 425 428 rVB 3304792 3788284 70.47% 8.556%
7.556 458 461 463 rBV 3265201 3595726 66.89% 8.121%
8.276 521 524 528 rBV2 1558670 1775522 33.03% 4._.010%
8.985 584 586 589 rBV 100682 83356 1.55% 0.188%

=
QO ~NO®

11 9.350 615 618 620 rBV 5741903 5375866 100.00% 12.141%
12 10.025 675 677 679 rBV 1226130 1409955 26.23% 3.184%
13 10.059 679 680 682 rvVB 121215 95906 1.78% 0.217%
14 10.813 743 746 749 rBV2 2666402 3424196 63.70% 7.734%
15 11.511 805 807 811 rBV 1343709 1346709 25.05% 3.042%

16 13.099 943 946 948 rBV 4838856 4466061 83.08% 10.087%
17 14.151 1035 1038 1040 rBV 1035409 1003022 18.66% 2.265%
18 15.625 1164 1167 1170 rBV 826026 1008845 18.77% 2.278%

Sum of corrected areas: 44277143
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator =: SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085150.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator =: SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 n-Propyl acetate Concentration Rank 4

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

2.94 2.87 ng 148339 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 lIsobutylamine 73 C4H11N 000078-81-9 9
3 1-Butanamine 73 C4H11N 000109-73-9 5
4 Pentane 72 C5H12 000109-66-0 5
5 Hydrogen azide 43 HN3 007782-79-8 4

Abundance Scan 57 (2.938 min): BF085150.D (-55) (-) m/z 43.10 100.00%
43
5000
61
. e 7|3 260 2.80 3.00 320
o | S m/z 61.10 27.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 rryrrrTrrTrTTTT T T T T
2.60 2.80 3.00 3.20
61 m/z 73.10 14.61%
27 ‘ 73
0 37 ‘ | 103
LU UL SR SURLL AL SN SR SULELL SR SURLLIL SRR I B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
\4(¥“"|“"|“"w"'w
2.60 2.80 3.00 3.20
5000 m/z 42.05 10.58%
41 73
15 50
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #733: 1-Butanamine R e A A AR
30 2.60 2.80 3.00 3.20
m/z 41.10 8.47%
5000
o 18 41 50 56 3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 260 2.80 3.00 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator =: SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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-hydroxy-4-me... Concentration Rank 3

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

5.21 27.42 ng 1416970 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 256 (5.213 min): BF085150.D (-253) (-) m/z 43.10 100.00%
a3
59
5000
101 SR SN R L L
| 1 83 | 007 480 5.00 520 5.40 5.60
ot e e e m/z 59.10 57.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R SN U L L
4.80 5.00 5.20 5.40 5.60
m/z 101.10 20.98%
15 4 101
0 wl ol . 83 \‘
LI JULELEL SULLEL SURLIL SURLIL UL L IR B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 17.10%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4330: Butane, 1-ethoxy- REam m e R a
50 4.80 5.00 5.20 5.40 5.60
31 m/z 41.10 8.95%
5000
3 73
0% '}?I""%""I""I ?7"ﬁ0?"'|"' L SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator =: SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 unknown6.76 Concentration Rank 1

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

6.76 93.83 ng 4848380 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 391 (6.756 min): BF085150.D (-388) (-) m/z 132.10 100.00%
5000 68
40 % 6.40 6.60 6.80 7.00
54 . . :
0 82 | aL1o 281 m/z 68.10 46.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 AR R SN SRR
6.40 6.60 6.80 7.00
31 51 m/z 134.10 32.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.02%
104
oL 27 51 %6 gy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine R REa e
132 6.40 6.60 6.80 7.00
m/z 69.10 18.50%
5000
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085150.D

Acq On : 3 Mar 2016 5:34

Operator : SJ/1Z

Sample : H1640-14

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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]
n-Propyl acetate 2.94 2.9 ng 148339 1 7.00 1033410 20.0
2-Pentanone, 4-hy... 5.21 27.4 ng 1416970 1 7.00 1033410 20.0
unknown6.76 6.76 93.8 ng 4848380 1 7.00 1033410 20.0
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