LSC Area Percent Report

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

Data File : BF080657.D

Acq On = 25 Jul 2015 8:25 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-16 ClientSampleld :
Misc - FIELDBLANK-7-22-15
ALS Vial : 28 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

5.082 261 262 265 rBV 165476 209641 10.16% 1.740%
5.504 297 299 302 rBV 662630 571330 27.70% 4.743%
rBv 49510 45759 2.22% 0.380%
6.533 387 389 392 rBV 255900 310220 15.04% 2.575%
6.693 400 403 405 rBV 1096419 1098995 53.28% 9.124%
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6.933 421 424 426 rBvY 370263 369219 17.90% 3.065%
7.082 435 437 440 rBvV 953353 996180 48.29% 8.270%
7.333 457 459 461 rVB 26499 21552 1.04% 0.179%
7.493 470 473 475 rBvV 875262 868241 42.09% 7.208%
8.213 534 536 539 rvB 478284 472269 22.90% 3.921%

=
QO ~NO®

11 9.288 628 630 633 rBVY 1266638 1562051 75.73% 12.968%
12 9.973 688 690 692 rBvV 670578 565354 27.41% 4.693%
13 10.751 756 758 761 rBv2 888176 1115022 54.06% 9.257%
14 11.459 818 820 822 rBV 706738 607037 29.43% 5.039%
15 13.082 959 962 964 rBV 1565407 2062707 100.00% 17.124%

16 14.237 1061 1063 1065 rBV 628631 625683 30.33% 5.194%
17 15.883 1204 1207 1210 rBV 430029 544385 26.39% 4_.519%

Sum of corrected areas: 12045645
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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\BF072415\

BF080657 .D

25 Jul 2015 8:25

TP/UM

G3079-16

28 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

FIELDBLANK-7-22-15
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Library Search Compound Report

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

Data File : BF080657.D

Acq On : 25 Jul 2015 8:25

Operator : TP/UM

Sample - G3079-16 FIELDBLANK-7-22-15
Misc :

ALS Vial : 28 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 unknown5.08 Concentration Rank 3

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

5.08 11.36 ng 209641 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 40
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 262 (5.082 min): BF080657.D (-261) (-) m/z 43.00 100.00%
43
5000 59
AN R U
101 4.80 5.00 5.20 5.40
e S8 8 | Tw/z 59.00 47.96%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I IR I
59 480 500 520 540
m/z 58.00 12.96%
25 31 37 | 83 o3 1%
miz--> ) 10 20 30 40 50 60 70 8 90 100
Abundance
43
480 5.00 520 540
5000 m/z 101.00 11.00%
58
L5 27 37 72 100
mz-> 0 10 20 30 40 50 60 70 8 90 100
Abundance #224: Butane L L L L L L B B
43 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000 29
‘ 58
1 B s st
miz--> ) 10 20 30 40 50 60 70 8 90 100 480 500 520 5.40
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Library Search Compound Report

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

Data File : BF080657.D

Acq On : 25 Jul 2015 8:25

Operator : TP/UM

Sample - G3079-16 FIELDBLANK-7-22-15
Misc :

ALS Vial : 28 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 2.48 ng 45759 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 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
3 2-Butanol, 2-nitroso-, acetate (... 145 C6H11NO3 013880-90-5 9
4 8-Aminocaprylic acid 159 C8H17NO2 001002-57-9 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 336 (5.927 min): BF080657.D (-334) (-) m/z 43.00 100.00%
a3
73
5000
| s o 100 15 560 580 6.00 620
rerprrrrprrerrperediie prbe e e e - | /2 73.100 67.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 IR AR LSS AR
5.60 5.80 6.00 6.20
m/z 41.10 12 .46%
29 55 115
'"I"”I"JJP"'Hl'”I"l'Pq?'l'“'Ié?"g%'%??”'I'J'W""P"'I'”'I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 43 73
560 580 6.00 620
5000 58 m/z 115.00 10.45%
15

Wmmwﬁwwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #20456: 2-Butanol, 2-nitroso-, acetate (ester) R e A ma
43 5.60 5.80 6.00 6.20
m/z 39.00 8.34%
5000
73
29 55
“\ L il 86 115 145
e e e e e e R EEE S A Eaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080657.D

Acq On : 25 Jul 2015 8:25

Operator : TP/UM

Sample : G3079-16

Misc :

ALS Vial : 28 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 59.53 ng 1099000 1,4-Dichlorobenzene-d4 6.93
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 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
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): BF080657.D (-400) (-) m/z 132.00 100.00%
5000
68
96 LR S L S
40 5y 7 o7 5 6.40 6.60 6.80 7.00
B E e m/z 68.10 35.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ERDNUMREE S L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.64%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 23.91%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A s e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.50%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN | NN G
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF080657.D

Acq On 25 Jul 2015 8:25

Operator : TP/UM

Sample - G3079-16 FIELDBLANK-7-22-15
Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown5.08 5.08 11.4 ng 209641 1 6.93 369219 20.0
2-Pentanone, 4-me... 5.93 2.5 ng 45759 1 6.93 369219 20.0
unknown6 .69 6.69 59.5 ng 1099000 1 6.93 369219 20.0
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