LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG060817\

Data File : BG027339.D

Acq On 9 Jun 2017 6:16 Instrument :
Operator : SJ/MA ?:II\:gﬁ(t;Sam ol
3?22 le 13469-09 TW-1-20170203
ALS Vial : 21 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_G\METHODS\8270-BG060517 .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 5.700 336 342 351 rBvY 36317 62792 1.49% 0.391%
2 6.140 410 417 429 rVB 266021 456517 10.85% 2.842%
3 7.686 669 680 690 rvB 171707 316512 7.52% 1.971%
4 8.091 740 749 760 rBV 468829 857626 20.38% 5.340%
5 8.555 822 828 838 rvB 140895 252268 5.99% 1.571%

8.884 876 884 893 rBvV 591640 1084408 25.77% 6.752%
9.718 1017 1026 1039 rBV 510173 973969 23.14% 6.064%
11.375 1300 1308 1316 rBV 205677 393833 9.36% 2.452%
13.761 1705 1714 1722 rBV 1533124 2524985 60.00% 15.721%
15.136 1941 1948 1960 rVB2 357325 607103 14.43% 3.780%

=
QO ~NO®

11 16.616 2194 2200 2210 rBV 877183 1433158 34.05% 8.923%
12 17.885 2409 2416 2428 rVB2 499951 822684 19.55% 5.122%
13 18.726 2554 2559 2565 rBV 50131 75349 1.79% 0.469%
14 19.983 2768 2773 2784 rBV3 46834 77984 1.85% 0.486%
15 20.465 2848 2855 2864 rBV 2999843 4208528 100.00% 26.203%

16 22.274 3155 3163 3173 rVB 481051 966387 22.96% 6.017%
17 23.573 3379 3384 3392 rVB3 27536 54676 1.30% 0.340%
18 25.958 3779 3790 3807 rVB2 267364 892665 21.21% 5.558%

Sum of corrected areas: 16061444
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60817\

Data File : BG027339.D

Acg On : 9 Jun 2017 6:16

Operator : SJ/MA

ﬁ?ggle i 13469-09 TW-1-20170603
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
3000000 TIC: BG027339.D

2500000
2000000
1500000

1000000

8.88
500000 8.09 9.72

5.70

T T T
Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : .
3000000 TIC: BG027339.D

20146

2500000

2000000

13.76
1500000

1000000 16.62

17.89 22.27
500000 15.14

18.73 19.98
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance : .
3000000 TIC: BG027339.D

2500000

2000000

1500000

1000000
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25.96

23.57
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Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60817\

Data File : BG027339.D

Acg On : 9 Jun 2017 6:16

Operator : SJ/MA

ﬁ?ggle i 13469-09 TW-1-20170603
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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.

5.70 4.98 ng 62792 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
3 Acetone 58 C3H60 000067-64-1 12
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 342 (5.700 min): BG027339.D (-336) (-) m/z 43.00 100.00%
a3
59
5000
T "3H 550 550 600
o...,....,....,....,....I,'::..‘??.-!'I;....,....,E.‘?..,...:,|....,....,... m/z 59.00 60.15%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I R L
59 540 560 580 6.00
m/z 101.00 21.99%
15 31 101
0 ‘ Tl M 50 . 83 .
R L UL I I IULEIL UL IR UL VLA LRSS SRS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
540 560 580 6.00
5000 a1 101 m/z 58.00 21.00%
29
15 73 87 117
e e R RS AR AR RS RS AR AR RARAS RARLN SARAN RARRN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #214: Acetone
43 5.40 5.60 5.80 6.00
m/z 41.00 10.16%
5000
15
58
0"w?“'w””|“11'““H'“|“'w'“'w'“l“'w'”'w'“l“'w'“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_G\DATA\BG060817\

BG027339.D

9 Jun 2017 6:16

SJ/MA

13469-09 TW-1-20170603
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown8.09 Concentration Rank 2

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

8.09 67.99 ng 857626 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (8.091 min): BG027339.D (-740) (-) m/z 132.00 100.00%
132
5000 68
96 RS RANE ARSI
40 54 28 06 J 7.80 8.00 8.20 8.40
0 AN N - | R m/z 68.00 51.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 RN L I I I
7.80 8.00 8.20 8.40
m/z 134.00 31.95%
15 28 39 82 5 77 90 104, |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
132
69 o 780 8.00 820 8.40
5000 m/z 66.00 30.23%
31 51
79
R L S S LS B WL B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl N B
57 132 7.80 8.00 8.20 8.40
24 m/z 69.00 19.53%
5000 g °
) AN | VIR A N HW..LL,..“u N 189 U W —
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60817\

Data File : BG027339.D

Acg On : 9 Jun 2017 6:16

Operator : SJ/MA

ﬁ?ggle i 13469-09 TW-1-20170603
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 5.0 ng 62792 1 8.56 252268 20.0
unknown8 .09 8.09 68.0 ng 857626 1 8.56 252268 20.0
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