LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG110117\

Data File : BG030647.D

Aca On 1 Nov 2017 23:16 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 16204-01 102617-TID8-E-D-B
ALS Vial : 11 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.239 326 332 340 rVB 79840 125348 2.11% 0.537%
2 5.715 406 413 427 rVB 412603 663355 11.15% 2.844%
3 7.313 678 685 696 rBV 265517 501282 8.42% 2.149%
4 7.689 742 749 760 rBV 716427 1243152 20.89% 5.329%
5 8.159 822 829 836 rBV 216410 369439 6.21% 1.584%

8.482 877 884 896 rvVB 925619 1659155 27.88% 7.113%
9.323 1019 1027 1037 rBV 757964 1383507 23.25% 5.931%
10.974 1300 1308 1321 rBV 324977 599137 10.07% 2.568%
rBV 2477510 3866117 64.97% 16.574%
14.775 1947 1955 1965 rVB2 569304 985923 16.57% 4.227%

=
QOO ~NO®

=

w

N

o

o

=

\l

=

w

=

\l

N

=

=

\l

w

N

11 16.256 2197 2207 2221 rBV 1279072 1988453 33.41% 8.524%
12 17.513 2414 2421 2432 rBV2 756121 1173872 19.73% 5.032%
13 20.104 2856 2862 2868 rBV 4535431 5950866 100.00% 25.511%
14 21.785 3141 3148 3161 rVB 823396 1415891 23.79% 6.070%
15 25.092 3701 3711 3730 rVB2 473980 1400873 23.54% 6.006%

Sum of corrected areas: 23326370
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG110117\
Data File : BG030647.D

Aca On : 1 Nov 2017 23:16

Operator : SJ/JU

Sample : 16204-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.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: BG030647.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030647.D

Aca On : 1 Nov 2017 23:16

Operator : SJ/JU

Sample : 16204-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 6.79 ng 125348 1,4-Dichlorobenzene-d4 8.16
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 50
3 2.2.3.3.5.8.11-Heptamethvl-4.7.1.__. 348 C18H4004Si 1000367-07-2 28
4 4-gthvl-3-octanol 158 C10H220 019781-26-1 25
5 Tetraglyme 222 C10H2205 000143-24-8 25

Abundance Scan 332 (5.239 min): BG030647.D (-326) (-) m/z 43.00 100.00%
43.0
5000
1011 IR AR SRR LR
5.00 5.20 5.40 5.60
o ..!,.7.3..?....-,|....,....,....,....,??.2.?....,.... ey || M7z 59.00  55.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RN SR U

5.00 5.20 5.40 5.60
m/z 101.10 19.21%

15.0 ‘ 101.0
S Y Y Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R AR BE R L
5.00 520 5.40 5.60
5000 m/z 58.00 15.16%
101.0
0 15.0 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182516: 2,2,3,3,5,8,11-Heptamethyl-4,7,10,13-tetraoxa-3-s...
59.0 5.00 5.20 5.40 5.60
m/z 41.00 10.54%
5000
101.0
159.0
310, | L |,y 133.0 | 1910 2310 275.0
R R LA AR R o L RS AR RARRS EERRS EE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG110117\
Data File : BG030647.D

Aca On : 1 Nov 2017 23:16

Operator : SJ/JU

Sample : 16204-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.69 Concentration Rank 2

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

7.69 67.30 ng 1243150 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 749 (7.689 min): BG030647.D (-742) (-) m/z 131.95 100.00%
131.9
5000 68.0
400 540 || oo 97-0 740 7.60 7.80 8.00
)N [| BN RMERSUE | SIS 6. St PSS NSRSEERUNSEN || M m/z 68.00 40.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L R R
7.40 7.60 7.80 8.00
2.0 510 ‘ m/z 134.00 32.43%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.47%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L L L L L LB B
132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.24%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG110117\
Data File : BG030647.D

Acq On : 1 Nov 2017 23:16

Operator : SJ/JU

Sample - 16204-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 6.8 ng 125348 1 8.16 369439 20.0
unknown? .69 7.69 67.3 ng 1243150 1 8.16 369439 20.0
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