LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062917\

Data File : BG027749.D

Aca On : 29 Jun 2017 20:32 Instrument :
Operator : SJ/JU ?:'I\:gﬁ(t;Sam ol
3?22'6 i 13905-02 CAMSBD&ELSO
ALS Vial : 9 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:\HPCHEM1\BNA G\METHODS\8270-BG062817.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 5.609 286 293 302 rBV 84905 142568 7.17% 1.268%
2 6.056 362 369 382 rBV 456065 772204 38.84% 6.870%
3 7.613 626 634 647 rBV 458835 849381 42.72% 7 .556%
4 8.006 693 701 712 rBV 439410 805568 40.52% 7.167%
5 8.477 774 781 791 rVB 103228 187733 9.44% 1.670%

8.800 828 836 847 rVB 287477 531664 26.74% 4_.730%
9.640 971 979 988 rBV 262595 491069 24.70% 4 _.369%
11.291 1252 1260 1268 rBVY 163360 304099 15.30% 2.705%
13.682 1658 1667 1678 rBVY 695194 1094746 55.06% 9.739%
14.493 1798 1805 1812 rBV 303058 448630 22.57% 3.991%

=
QO ~NO®

11 15.063 1894 1902 1909 rBV2 248663 425613 21.41% 3.786%
12 16.544 2147 2154 2171 rBV 661290 1027263 51.67% 9.139%

13 16.720 2179 2184 2192 rBV2 15629 26699 1.34% 0.238%
14 17.807 2363 2369 2375 rBvV2 353538 591270 29.74% 5.260%
15 17.848 2375 2376 2381 rVB 25484 29753 1.50% 0.265%
16 18.653 2507 2513 2521 rBV7 11223 26512 1.33% 0.236%
17 19.846 2711 2716 2721 rVB 29886 43944 2.21% 0.391%
18 20.204 2773 2777 2783 rVB 26999 40743 2.05% 0.362%

19 20.386 2802 2808 2815 rBV 1482973 1988130 100.00% 17.687%
20 22.172 3103 3112 3118 rBV 387035 733976 36.92% 6.530%
21 25.780 3713 3726 3738 rBV3 199014 679022 34.15% 6.041%

Sum of corrected areas: 11240587
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062917\

Data File : BG027749.D

Aca On : 29 Jun 2017 20:32

Operator : SJ/JU

ﬁ?ggle i 13905-02 CAN-SB-05-11-50
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.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: BG027749.D
1400000

1200000
1000000
800000

600000
6.06 7.61 g1

400000
8.80 9.64

200000 11.29
5.61 8.48
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Abundance TIC: BG027749.D
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Abundance TIC: BG027749.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062917\

Data File : BG027749.D

Aca On : 29 Jun 2017 20:32

Operator : SJ/JU

ﬁ?ggle i 13905-02 CAN-SB-05-11-50
ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.61 15.19 ng 142568 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 9

Abundance Scan 293 (5.609 min): BG027749.D (-286) (-) m/z 43.05 100.00%
43.0
59.1
5000
o | a0 550 50 560 580 600
T e e B e S S e R e = m/z 59.10 56.02%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL SR
5.20 5.40 5.60 5.80 6.00
59.0 1010 m/z 58.10 17.38%
QQ%QH‘MO‘ 67.0 83.0 91.0 |
mz> 10 20 % 4 50 60 70 80 0 100 110
Abundance
59.0
5.20 5.40 5.60 5.80 6.00
5000 73.0 m/z 101.10 15.37%
310 m0
51.0 85.0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e
59.0 5.20 5.40 5.60 5.80 6.00
m/z 41.10 6.77%
5000 41.0
31.0
69.0 87.0
15.0 m 1] syl 98.0
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 5.20 5.40 5.60 5.80 6.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BG062917\

BG027749.D

29 Jun 2017 20:32

SJ/JU

13905-02 CAN-SB-05-11-50
9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
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 unknown8.01 Concentration Rank 1

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

8.01 85.82 ng 805568 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 702 (8.012 min): BG027749.D (-693) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 541 1 o J 0 7B b0 850 840
ot m/z 68.10 43.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AN L I
760 7.80 8.00 820 8.40
310 510 m/z 134.00 33.63%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 30.23%
51.0 70.0 86.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T
57.0 132.0 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.38%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN N N
m/z--> 40 60 80 100 120 140 160 180 760 7.80 8.00 820 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG062917\

Data File : BG027749.D

Acq On : 29 Jun 2017 20:32

Operator : SJ/JU

ﬁ?ggle i 13905-02 CAN-SB-05-11-50
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.61 15.2 ng 142568 1 8.48 187733 20.0
unknown8.01 8.01 85.8 ng 805568 1 8.48 187733 20.0
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