LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG092517\

Data File : BG028937.D

Aca On : 26 Sep 2017 10:30 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 15385-03 ogmlrgoﬂlos
ALS Vial : 28 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

5.376 298 304 312 rVB 25571 41854 1.01% 0.346%
5.847 378 384 395 rBV 161065 289753 6.97% 2.398%
rBv 100651 199530 4._.80% 1.651%
7.809 710 718 729 rBV 299729 543276 13.06% 4._.495%
8.279 791 798 806 rBV 79654 142843 3.43% 1.182%
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8.602 846 853 862 rBV 411605 738546 17.76% 6.111%
9.448 989 997 1009 rBV 337899 643028 15.46% 5.321%
11.099 1268 1278 1290 rBV 97599 194513 4.68% 1.610%
13.514 1682 1689 1705 rBV 1116720 1714211 41.22% 14.184%
14.895 1916 1924 1932 rBV2 193243 326008 7.84% 2.698%

=
QO ~NO®

11 16.387 2170 2178 2196 rBV 723984 1223790 29.43% 10.126%
12 17.644 2386 2392 2403 rBV2 356144 563694 13.55% 4.664%
13 20.236 2826 2833 2845 rBV 3121571 4159005 100.00% 34.414%
14 21.963 3120 3127 3135 rBV 368841 686152 16.50% 5.678%
15 25.424 3705 3716 3726 rBv3 189302 618999 14.88% 5.122%

Sum of corrected areas: 12085202
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092517\

Data File : BG028937.D

Aca On : 26 Sep 2017 10:30

Operator : SJ/JU

ﬁ?ggle i 15385-03 092117-SIDI-F-D-S
ALS Vial : 28 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: BG028937.D
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2000000
1500000
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500000 8.60 9.45

5.85 ha
538 7{.\43 h 8'28A 11.10

T T T T T
Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG028937.D
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Time--> 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
Abundance TIC: BG028937.D
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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\BG092517\

Data File : BG028937.D

Aca On : 26 Sep 2017 10:30

Operator : SJ/JU

ﬁ?ggle i 15385-03 092117-SIDI-F-D-S
ALS Vial : 28 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 unknown5.38 Concentration Rank 3

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

5.38 5.86 ng 41854 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 32
3 Oxirane. tetramethvl- 100 C6H120 005076-20-0 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 Hexane, 1l-ethoxy- 130 C8H180 005756-43-4 9

Abundance Scan 305 (5.382 min): BG028937.D (-298) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
5.00 5.20 5.40 5.60 5.80
83.1
...,....,....,....','.-...,..~.'.|;....,....,.~.:.,...:,|....,....,....1,??:?,. m/z 59.10  66.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI I R
59.0 500 520 540 560 5.80
0
150 4, 1010 m/z 101.10 20.68%
‘ 1l ) L1 L 83'0 L ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60 5.80
5000 43.0 m/z 58.10 15.77%
31.0
15.0 87.0
mﬁwﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3857: Oxirane, tetramethyl-
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.10 10.34%
43.0
5000
31.0
180 ) ll 710 850 100.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG092517\

Data File : BG028937.D

Aca On : 26 Sep 2017 10:30

Operator : SJ/JU

ﬁ?ggle i 15385-03 092117-SIDI-F-D-S
ALS Vial : 28 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 unknown7.81 Concentration Rank 2

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

7.81 76.07 ng 543276 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 14
5 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 12

Abundance Scan 718 (7.809 min): BG028937.D (-710) (-) m/z 132.10 100.00%
13R.1
5000 68.1 ]\\
96.1 S LS UL AR
40.1 h | ‘ 046.4 740 7.60 7.80 8.00 8.20
1 TMEENES N | MMM MMMNMMM o m/z 68.10 48.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 DRI L I SRS
7.40 7.60 7.80 8.00 8.20
m/z 66.10 31.18%
310
/500 | | ‘
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance
132.0
VAR R RS AR L
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.10 28.31%
150 39.0 63.0 104.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14491: 5-Aminoindole R e R
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.10 18.44%
5000
104.0
66.0
140 440 185.0
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG092517\

Data File : BG028937.D

Acq On > 26 Sep 2017 10:30

Operator : SJ/JU

ﬁ?ggle i 15385-03 092117-SIDI-E-D-S
ALS Vial : 28 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]
unknown5 .38 5.38 5.9 ng 41854 1 8.27 142843 20.0
unknown7 .81 7.81 76.1 ng 543276 1 8.27 142843 20.0
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