LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061818\

Data File : BG035222.D

Aca On : 18 Jun 2018 17:13 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
a?zgle ; J3464-11 SBAZCOME
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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.174 316 321 330 rBv2 111130 177334 2.65% 0.848%
5.638 393 400 411 rBV 746517 1221751 18.24% 5.840%
rBv 702368 1207910 18.03% 5.774%
7.594 724 733 742 rBV 789374 1363401 20.35% 6.517%
8.064 806 813 821 rBB2 138593 239691 3.58% 1.146%

abrwNPE
\l
N
=
oo
o]
()]
=
o]
)]
©
()]
\l
©

8.387 860 868 875 rBvV 591859 1057710 15.79% 5.056%
9.221 1002 1010 1022 rVB 514596 910779 13.60% 4 _.354%
10.866 1283 1290 1295 rBV 169053 307662 4_59% 1.471%
10.919 1295 1299 1305 rVB2 50612 82618 1.23% 0.395%
13.310 1698 1706 1716 rBY 1300528 2081557 31.08% 9.950%

=
QO ~NO®

11 14.684 1932 1940 1948 rBV2 265792 448171 6.69% 2.142%
12 16.165 2186 2192 2209 rBV 1360384 2111250 31.52% 10.092%
13 17.428 2399 2407 2413 rBV 473739 744139 11.11% 3.557%
14 20.036 2844 2851 2856 rBV 4935674 6698459 100.00% 32.019%
15 21.692 3126 3133 3142 rBV2 773978 1264653 18.88% 6.045%

16 24.917 3671 3682 3697 rVB 350123 1002927 14.97% 4._.794%

Sum of corrected areas: 20920012
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035222.D

Aca On : 18 Jun 2018 17:13

Operator : SJ/JU

Sample : J3464-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035222.D
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TIC: BG035222.D

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035222.D

Aca On : 18 Jun 2018 17:13

Operator : SJ/JU

Sample : J3464-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.17 14.80 ng 177334 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 27
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
4 2.5.8.11-Tetraoxadodecane 178 C8H1804 000112-49-2 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 320 (5.168 min): BG035222.D (-316) (-) m/z 43.15 100.00%
d.1
59.1
5000
101.2 )
83.2 480 500 520 540 5.60
..,....,....,....',|!...,..~!I,'....,....,.-...,...:,....,....,..1.2]?-.‘?..,.1.4.7.-,1... m/z 59.15 68.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR N UL R
480 5.00 520 540 5.60
59.0 1010 m/z 101.15 25.72%
"|“"|'??:?"'w""|"'w'"?};9"??:9'|“"|':"|'“'|""|'“'|""|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
480 500 520 540 560
5000 43.0 m/z 58.15 20.34%
31.0
15.0 87.0
mﬂwﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0 480 500 520 540 5.60
m/z 41.15 14 .00%
5000 101.0
27.0 42.0 116.0
”I“”I”MT“”NL”I”“H“'Z%QW”'W“'W'“W'”W'”W'“'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061818\
Data File : BG035222.D

Aca On : 18 Jun 2018 17:13

Operator : SJ/JU

Sample : J3464-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 1

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

7.59 113.76 ng 1363400 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indazole. 3-methvl- 132 C8H8N2 1000316-00-2 14
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 732 (7.588 min): BG035222.D (-724) (-) m/z 132.15 100.00%
13p.2
5000 68.2
96.2 A RN RN LR B
40.1 0833 7.20 7.40 7.60 7.80 8.00
221.3 - m/z 68.15 49.93%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14499: 1H-Indazole, 3-methyl-
132.0
5000 IR I I IR
7.20 7.40 7.60 7.80 8.00
0.0 770 104.0 m/z 66.15 33.13%
; \HM \‘\ “.‘..”lhln‘..l“.‘... S R R e AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.15 32.42%
69.0
39.0 89.0
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A o R
132.0 7.20 7.40 7.60 7.80 8.00
69.0 m/z 69.15 23.22%
104.0
5000
31.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061818\
Data File : BG035222.D

Acq On : 18 Jun 2018 17:13

Operator : SJ/JU

Sample - J3464-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.17 14.8 ng 177334 1 8.06 239691 20.0
unknown? .59 7.59 113.8 ng 1363400 1 8.06 239691 20.0
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