LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028871.D

Aca On : 21 Sep 2017 23:43

Operator : SJ/JU

Sample : 15331-06

Misc :

ALS Vial : 12 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

5.392 300 307 316 rBV 206146 323255 7.75% 1.900%
5.856 380 386 399 rBV 711683 1219870 29.25% 7.170%
rBv 661513 1199112 28.75% 7.048%
7.825 712 721 734 rBV 716942 1294207 31.03% 7.606%
8.289 792 800 807 rBV 121661 211735 5.08% 1.244%
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8.612 846 855 864 rBvV 568922 1000414 23.99% 5.880%
9.458 991 999 1013 rBV 452924 839482 20.13% 4._.934%
11.109 1272 1280 1287 rBV 150406 289542 6.94% 1.702%
13.524 1684 1691 1703 rBVY 1358169 2128762 51.05% 12.511%
14.905 1919 1926 1935 rBV2 264059 446232 10.70% 2.623%

=
QO ~NO®

11 16.397 2173 2180 2193 rBV 1072096 1805984 43.31% 10.614%
12 17.660 2387 2395 2405 rBV2 401051 657754 15.77% 3.866%
13 20.245 2829 2835 2848 rBV 3196044 4170221 100.00% 24.510%
14 21.985 3123 3131 3141 rBV2 401585 782448 18.76% 4 _.599%
15 25.457 3710 3722 3743 rBV2 162733 645489 15.48% 3.794%

Sum of corrected areas: 17014507
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028871.D

Aca On : 21 Sep 2017 23:43

Operator : SJ/JU

Sample : 15331-06

Misc :

ALS Vial : 12 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: BG028871.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028871.D

Aca On : 21 Sep 2017 23:43

Operator : SJ/JU

Sample : 15331-06

Misc :

ALS Vial : 12 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.

5.39 30.53 ng 323255 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 307 (5.392 min): BG028871.D (-300) (-) m/z 43.10 100.00%
d.1
59.1
5000
101.1 N 1 VU ——
| 83.1 5.00 5.20 5.40 5.60 5.80
B L e S P m/z 59.10 71.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS IR UL
59.0 500 520 540 560 5.80
0
150 a0 1010 m/z 101.10 23.86%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 59.0
500 520 5.40 560 580
5000 18.0 m/z 58.10 15.27%
28.0
LU UL SR SR UL UL FULRLEL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0 5.00 5.20 5.40 5.60 5.80
m/z 41.05 8.36%
5000
41.0
b L 500 L 730 86.0 ..,M —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092117\
Data File : BG028871.D

Aca On : 21 Sep 2017 23:43

Operator : SJ/JU

Sample : 15331-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091217 .M
Quant Title : 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 2 unknown7.82 Concentration Rank 1

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

7.82 122.25 ng 1294210 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 720 (7.819 min): BG028871.D (-712) (-) m/z 132.10 100.00%
13p.1
so00] 81 A
740 7.60 7.80 8.00 8.20
,,¢|.|11,,L”||;””|””2?@9” el | m/z 68.10 48.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 A SRS LR R
7.40 7.60 7.80 8.00 8.20
m/z 134.10 33.90%
31.0
'Mw'hk'ﬂ”"l"'W""I”"I"”I""I”"I'"W"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 66.10 32.03%
33.0
78.0
mz-> 50 100 150 200 250 300 350 400 450 500 N
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine IR L e e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 20.53%
5000
77.0
'?9;?'”'h '|""h |"1?9'0" T ??Z'?, [rrrrfrrrrprrr T R L R L
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG092117\
Data File : BG028871.D

Acq On : 21 Sep 2017 23:43

Operator : SJ/JU

Sample - 15331-06

Misc :

ALS Vial : 12 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... 5.39 30.5 ng 323255 1 8.29 211735 20.0
unknown? .82 7.82 122.3 ng 1294210 1 8.29 211735 20.0
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