LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091417\

Data File : BG028735.D

Aca On : 14 Sep 2017 16:42 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

agmple : 15187-02 ZHWEOLCBMPB
isc :

ALS Vial : 8 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-BG091217.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 5.438 307 315 321 rBV 56228 95669 3.41% 0.778%
2 5.902 386 394 406 rBV 465832 821696 29.27% 6.680%
3 7.483 655 663 679 rBV 479082 910872 32.45% 7 .405%
4 7.865 719 728 740 rBV 457759 831785 29.63% 6.762%
5 8.329 801 807 815 rVB2 74258 132881 4.73% 1.080%

8.652 854 862 872 rBV 299842 554674 19.76% 4 _509%
9.498 997 1006 1019 rBV 269789 536905 19.13% 4 _.365%
11.149 1279 1287 1298 rBV 99822 194295 6.92% 1.580%
13.558 1689 1697 1706 rBV 776411 1246828 44.42% 10.136%
14.381 1830 1837 1845 rBV 67847 117772 4._.20% 0.957%

=
QO ~NO®

11 14.939 1923 1932 1945 rBV2 199294 344114 12.26% 2.797%
12 16.431 2179 2186 2197 rBV 1036759 1686555 60.08% 13.711%
13 17.694 2392 2401 2412 rBV 352522 581988 20.73% 4.731%
14 18.540 2541 2545 2557 rBvV4 25234 56397 2.01% 0.458%
15 20.274 2834 2840 2853 rBV 2012838 2807107 100.00% 22.821%

16 21.596 3060 3065 3072 rBV8 14353 34846 1.24% 0.283%
17 22.025 3131 3138 3150 rvB2 374333 689709 24.57% 5.607%
18 25.526 3722 3734 3749 rBV2 204119 656711 23.39% 5.339%

Sum of corrected areas: 12300804
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028735.D

Aca On : 14 Sep 2017 16:42

Operator : SJ/JU

ﬁ?ggle i 15187-02 20170601-COMP-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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: BG028735.D
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TIC: BG028735.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028735.D

Aca On : 14 Sep 2017 16:42

Operator : SJ/JU

ﬁ?ggle i 15187-02 20170601-COMP-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.44 14.40 ng 95669 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
3 Guanidine 59 CH5N3 000113-00-8 9
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 315 (5.438 min): BG028735.D (-307) (-) m/z 43.10 100.00%
d.1
59.1
5000
101.1 T T T T
520 5.40 5.60 5.80
83.1
0...,....,....,....','.'.'..,..'.'I,....,7.3'.2..,.-...,...:,....,. m/z 59.10 74.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LS UL I
59.0 5.0 540 560 5.80
0
150 a0 1010 m/z 101.10 19.60%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
520 540 560 5.80
5000 m/z 58.10 16.22%
410 101.0
o 15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #256: Guanidine
43.0 54.0 520 5.40 5.60 5.80
m/z 41.10 7.30%
5000 18.0
28.0
0"'w'”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091417\

Data File : BG028735.D

Aca On : 14 Sep 2017 16:42

Operator : SJ/JU

ﬁ?ggle i 15187-02 20170601-COMP-B
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.86 Concentration Rank 1

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

7.86 125.19 ng 831785 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 727 (7.859 min): BG028735.D (-719) (-) m/z 132.00 100.00%
13%.0
5000 68.1 /\
a1 %1 TR 780 500 820
0 | 1719 233.2 m/z 68.10 46.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132.0
5000 R AN LR AR LA
7.60 7.80 8.00 8.20
104.0 m/z 134.00 32.44%
66.0
0 }ﬁq""ﬁfp"w"'?gq'l"""' SSESE AR SRR SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
90 o "TE 7ho 580 550
5000 ' m/z 66.10 31.46%
31.0 51.0
G R R R R L R B LA LS RN SRR R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- .... R e mm e e
132.0 60 780 800 820

m/z 69.10 19.19%

5000
69.0
39.0
890
MH \m” H \‘\ 1970

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_ G\DATA\BG091417\

Data File : BG028735.D

Acq On : 14 Sep 2017 16:42

Operator : SJ/JU

ﬁ?ggle i 15187-02 20170601-COMP-B
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.44 14.4 ng 95669 1 8.33 132881 20.0
unknown? .86 7.86 125.2 ng 831785 1 8.33 132881 20.0
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