LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033906.D

Aca On - 21 Apr 2018 5:05 Instrument :
Operator : SJ/JU BNA_G

Sample - J2473-09 ClientSampleld :
Misc - 041818-SIDI-F-U-M
ALS Vial : 25 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 G\METHODS\8270-BG041918.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

4.992 281 290 297 rVB 61620 96736 1.39% 0.407%
5.439 360 366 378 rvVB 456505 698201 10.05% 2.938%
rvB 294617 482666 6.95% 2.031%
7.366 686 694 706 rVB 765164 1284746 18.49% 5.407%
7.830 765 773 781 rVB 218169 366814 5.28% 1.544%
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8.147 819 827 837 rBV 898987 1550871 22.32% 6.527%
8.981 961 969 979 rBV 799865 1397107 20.11% 5.880%
10.615 1240 1247 1255 rBV 308580 535959 7.71% 2.256%
13.088 1660 1668 1678 rVB 2195278 3342172 48.10% 14.065%
14.463 1895 1902 1909 rBV2 517646 827062 11.90% 3.481%

=
QO ~NO®

11 15.950 2148 2155 2168 rBV 1374260 2064431 29.71% 8.688%
12 17.213 2364 2370 2378 rBV2 790480 1149951 16.55% 4._.840%
13 18.130 2521 2526 2534 rBV3 46184 81384 1.17% 0.343%
14 19.857 2813 2820 2825 rBV 5259163 6948308 100.00% 29.242%
15 21.473 3088 3095 3102 rVB 957974 1480569 21.31% 6.231%

16 24.534 3605 3616 3629 rVB2 547443 1454627 20.93% 6.122%

Sum of corrected areas: 23761604
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033906.D

Aca On - 21 Apr 2018 5:05

Operator : SJ/JU

ﬁ?ggle i J2473-09 041818-SIDI-F-U-M
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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: BG033906.D
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0

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000
24.53

Time--> 23.00 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\BG042018\

Data File : BG033906.D

Aca On - 21 Apr 2018 5:05

Operator : SJ/JU

ﬁ?ggle i J2473-09 041818-SIDI-F-U-M
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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.

4.99 5.27 ng 96736 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 290 (4.992 min): BG033906.D (-281) (-) m/z 43.00 100.00%
a3
59
5000
- o 1‘|’1 460 480 500 520 540
ot e e m/z 59.00 52.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR SR A RS B
4.60 4.80 5.00 5.20 5.40
m/z 101.00 16.12%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520 540
5000 m/z 57.95 13.22%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- LA aa LI S
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.91%
5000
41
0 |""|"'H““" Jlﬁ”"|$?¢*i" "|??"|"gq| ""J""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033906.D

Aca On - 21 Apr 2018 5:05

Operator : SJ/JU

ﬁ?ggle i J2473-09 041818-SIDI-F-U-M
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.37 Concentration Rank 2

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

7.37 70.05 ng 1284750 1,4-Dichlorobenzene-d4 7.83
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 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 695 (7.372 min): BG033906.D (-686) (-) m/z 131.90 100.00%
5000 68
40 % J 7.00 7.20 7.40 7.60 7.80
54 . . . . :
o |.7=~7, g7 | Wsus )l A “njz 68.00 43.12%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U S SR UL
7.00 7.20 7.40 7.60 7.80
31 51 78 m/z 133.85 33.36%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 29.67%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl s mE L R
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.00 18.42%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A A U
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_G\DATA\BG042018\

BG033906.D

21 Apr 2018 5:05

SJ3/JU

J2473-09 041818-SIDI-F-U-M
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 4.99 5.3 ng 96736 1 7.83 366814 20.0

unknown7 .37

7.37 70.0 ng 1284750 1 7.83 366814 20.0
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