LSC Area Percent Report

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

Data File : BG033904.D

Aca On - 21 Apr 2018 3:50 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J2473-07 04w1&QDﬂ:D$
ALS Vial : 23 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

4.991 284 290 297 rBV 65806 96576 1.52% 0.438%
5.438 359 366 374 rBV 431643 669653 10.50% 3.035%
rBv 271964 459410 7.21% 2.082%
7.365 686 694 707 rVB 736985 1226014 19.23% 5.556%
7.829 766 773 781 rVB 209452 357635 5.61% 1.621%
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8.152 820 828 837 rVB 894318 1551574 24 .34% 7.032%
8.981 960 969 977 rBV 782593 1344465 21.09% 6.093%
10.614 1239 1247 1255 rBV 289836 514414 8.07% 2.331%
13.088 1661 1668 1675 rBV 2107754 3222321 50.55% 14.604%
14.462 1895 1902 1911 rBV2 463419 748222 11.74% 3.391%

=
QO ~NO®

11 15.955 2149 2156 2166 rVB 1182927 1778183 27.89%% 8.059%
12 17.212 2364 2370 2377 rBV 649208 1006648 15.79% 4.562%
13 19.856 2813 2820 2825 rBV 4848485 6374643 100.00% 28.890%
14 21.472 3089 3095 3103 rVB 915794 1380231 21.65% 6.255%
15 24.533 3605 3616 3629 rVB 499957 1335245 20.95% 6.051%

Sum of corrected areas: 22065234
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LSC Report - Integrated Chromatogram

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

Data File : BG033904.D

Aca On - 21 Apr 2018 3:50

Operator : SJ/JU

ﬁ?ggle i J2473-07 041818-SIDI-F-D-S
ALS Vial : 23 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: BG033904.D

4000000

3000000

2000000

1000000 736 8.15 8.98

5.44 6.99

4.99

i

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50
TIC: BG033904.D

783 10.61

0

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

19,86

4000000

3000000

.09
2000000

15.95

1000000 21.47

17.21
14.46

0

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
TIC: BG033904.D

Time-->
Abundance

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 : BG033904.D

Aca On - 21 Apr 2018 3:50

Operator : SJ/JU

ﬁ?ggle i J2473-07 041818-SIDI-F-D-S
ALS Vial : 23 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 5.40 ng 96576 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 290 (4.991 min): BG033904.D (-284) (-) m/z 43.00 100.00%
43
5000 59
1 460 480 500 520 540
83 : : : : :
o.”,.”.,.”.,”??ﬂu.??.m!,”.??”..,m..,”.al...“ m/z 59.00 51.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rprrrryrTTTT T T T T T T

460 4.80 5.00 5.20 5.40
59 m/z 101.00 18.52%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
A L e e e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
s A R
57 460 4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .58%
29 101
o 15 37 51 73 83 95
A o L e s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one N o o o LEMEAER
43 460 4.80 5.00 520 5.40
m/z 41.00 7.75%
5000
5 55
o Y 37| 49 | 65 71 77 88 %
A A B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

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

Data File : BG033904.D

Aca On - 21 Apr 2018 3:50

Operator : SJ/JU

ﬁ?ggle i J2473-07 041818-SIDI-F-D-S
ALS Vial : 23 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 unknown7.36 Concentration Rank 2

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

7.36 68.56 ng 1226010 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 693 (7.359 min): BG033904.D (-686) (-) m/z 131.90 100.00%
132
5000 68
96 N L IR IR I
40 54 7 7.00 7.20 7.40 7.60
0 Jrer s | TW/z 68.00 45.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 N L IR I I
7.00 7.20 7.40 7.60
33 44 105 m/z 133.90 30.77%
60 70 o | ‘
0I'"'I“““k”'h'i'”'l'hy§ﬁ'"I"'W""I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.20 7.40 7.60
5000 og 116 m/z 66.00 29.62%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 7.00 7.20 7.40 7.60
m/z 69.00 19.09%
117
5000
29 91
7 1 G e | wl
0 Ph"f"W'VH"NI'“'IM"'H'P U DAL UL B NI R IR IR I
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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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\

BG033904.D

21 Apr 2018 3:50

SJ3/JU

J2473-07 041818-SIDI-F-D-S
23 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 5.4 ng 96576 1 7.83 357635 20.0

unknown7 .36

7.36 68.6 ng 1226010 1 7.83 357635 20.0
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