LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030956.D

Aca On : 11 Nov 2017 23:22

Operator : SJ/JU

Sample : 16441-31

Misc :

ALS Vial : 7 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-BG111017.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

5.215 323 328 337 rBV 57370 90172 1.78% 0.489%
5.697 403 410 424 rBV 396653 680257 13.40% 3.692%
rBv 272805 497298 9.80% 2.699%
7.677 739 747 759 rBV 663173 1182406 23.29% 6.418%
8.141 820 826 834 rBV 119618 203119 4._00% 1.102%
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8.465 873 881 890 rBvV 603304 1067305 21.03% 5.793%
9.305 1016 1024 1035 rBV 439642 851747 16.78% 4.623%
10.956 1297 1305 1317 rBV 158055 307246 6.05% 1.668%
13.382 1711 1718 1737 rBV 1582252 2544867 50.13% 13.812%
14.757 1942 1952 1963 rBV2 319773 530778 10.46% 2.881%

=
QO ~NO®

11 16.244 2197 2205 2217 rBV 1545125 2460788 48.48% 13.356%
12 17.501 2412 2419 2428 rBV2 479849 756830 14.91% 4.108%
13 18.441 2574 2579 2591 rVB 136841 177438 3.50% 0.963%
14 20.092 2854 2860 2868 rBV 3848741 5076302 100.00% 27.552%
15 21.773 3139 3146 3157 rBV2 625558 1020552 20.10% 5.539%

16 25.075 3697 3708 3720 rBV2 340124 977341 19.25% 5.305%

Sum of corrected areas: 18424446
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG111117\

BG030956.D

11 Nov 2017 23:22

SJ/Ju

16441-31

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030956.D

Aca On : 11 Nov 2017 23:22

Operator : SJ/JU

Sample : 16441-31

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.22 8.88 ng 90172 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 329 (5.221 min): BG030956.D (-323) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 25 abo 5% 4D 550
o...,....,....,....,'....,..!!,....,....?.3..1.,...:,|....,....,...?3.?.?,....,....,.... m/z 59.00 56.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN LN UL AR
59.0 480 500 520 540 5.60
150 1010 m/z 101.10 21.77%
28. 83.0
G A NN R BAAR) R RAARA NN RN LAY EARR) LA AL RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 14.61%

43.0
83.0 9s.0 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.76%
5000
101.0
150 28.0 ‘ 58.0 86.0
T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG111117\
Data File : BG030956.D

Aca On : 11 Nov 2017 23:22

Operator : SJ/JU

Sample : 16441-31

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.68 Concentration Rank 1

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

7.68 116.43 ng 1182410 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (7.677 min): BG030956.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\_
96.0 ERAAREARARNENERAS AL
400 540 | 7.40 7.60 7.80 8.00
O et toeridl 780 L age0 Wl w7z 68.00  37.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " RIRTH
410 o 7o m/z 134.00 32.11%
0 .,....,....,....,....,....,....,....,....,.1.0.7.0....,....,... -
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
132.0
9.0 1000 "o 760 750 800
5000 ' m/z 66.00 25 .56%
31.0 51.0
79.0
s R RN RN RN AR RS RAARA RRASS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e B
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.18%
117.0
5000
39.0 910
270 | 5ﬂ) 650 77.0 105.0 M | A;
o) S E— ||||‘|‘||||||||||||||||||||‘||||||l|||l‘ ERREE /A N AL N —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 740 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\BG111117\
Data File : BG030956.D

Acq On : 11 Nov 2017 23:22

Operator : SJ/JU

Sample : 16441-31

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.22 8.9 ng 90172 1 8.14 203119 20.0
unknown7 .68 7.68 116.4 ng 1182410 1 8.14 203119 20.0
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