LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031491.D

Aca On : 12 Dec 2017 14:30 Instrument :
Operator : SJ/JU BNA_G

Sample - 16763-02 ClientSampleld :
Misc - 120517-JETT-F-D-M
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-BG121117.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 5.182 317 322 332 rBV 52129 85058 1.61% 0.462%
2 5.670 399 405 417 rBV 265124 483261 9.14% 2.625%
3 7.280 672 679 690 rBV 177355 361534 6.84% 1.964%
4 7.644 734 741 753 rBV 482792 886595 16.77% 4.815%
5 8.108 813 820 829 rBV 173321 311578 5.90% 1.692%

8.431 866 875 890 rBvV 655620 1218944 23.06% 6.621%
9.277 1010 1019 1032 rBV 447244 914294 17 .30% 4._.966%
10.928 1292 1300 1317 rBV 193218 438659 8.30% 2.383%
13.355 1706 1713 1725 rBV 1586990 2655242 50.24% 14.422%
14.736 1940 1948 1961 rVB2 398407 711090 13.45% 3.862%

=
QO ~NO®

11 16.216 2194 2200 2217 rBV 832198 1420198 26.87% 7.714%
12 17.474 2406 2414 2432 rBV 611949 1028688 19.46% 5.587%
13 20.065 2849 2855 2870 rBV 3896211 5285424 100.00% 28.707%
14 21.351 3066 3074 3080 rBVS8 33282 78155 1.48% 0.424%
15 21.745 3134 3141 3156 rBvV 744603 1299453 24.59% 7.058%

16 25.029 3686 3700 3716 rBv2 390512 1233317 23.33% 6.699%

Sum of corrected areas: 18411490
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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\BG121217\

BG031491.D

12 Dec 2017 14:30

SJ/Ju

16763-02

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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\BG121217\
Data File : BG031491.D

Aca On : 12 Dec 2017 14:30

Operator : SJ/JU

Sample : 16763-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.18 5.46 ng 85058 1,4-Dichlorobenzene-d4 8.11
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Hexanol. 4-ethvl- 130 C8H180 019780-44-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 322 (5.182 min): BG031491.D (-317) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 250 500 520 540 560
83.0 : : : : :
o...,....,....,....-,'::..,..-:~Ii...6.9',0....,.~...,...:,|....,. m/z 59.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B RERE RN RN RN L
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 20.46%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 16.65%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.52%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘\ \‘ 510“‘ . “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 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\BG121217\
Data File : BG031491.D

Aca On : 12 Dec 2017 14:30

Operator : SJ/JU

Sample : 16763-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 2

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

7.64 56.91 ng 886595 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 740 (7.638 min): BG031491.D (-734) (-) m/z 131.95 100.00%
131.9
5000 68.0 /\
200 | 1030 740 7.60 7.80 8.00
0 J-..P,u....,....2,07.-1...,....,....,..?9.1-,1 m/z 68.00 39.70%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL L R
7.40 7.60 7.80 8.00
21 0 ‘ m/z 134.00 32.80%

0 ‘Hm“ m‘ ‘
e T L e o e e e B o e L B s e s s |
m/z--> 50 100 150 200 250 300 350
Abundance

132.0

7.40 7.60 7.80 8.00

5000 m/z 66.00 25.46%
69.0
39.0 103.0
O e O L o o o e I e s o o e
m/z--> 50 100 150 200 250 300 350
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 7.40 7.60 7.80 8.00

m/z 69.10 15.88%

0:'38‘JP|J“A'J"‘.|'""l""|""|""|""|""| LV*!LW

m/z--> 50 100 150 200 250 300 350 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\BG121217\
Data File : BG031491.D

Acq On : 12 Dec 2017 14:30

Operator : SJ/JU

Sample - 16763-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 5.5 ng 85058 1 8.11 311578 20.0
unknown? .64 7.64 56.9 ng 886595 1 8.11 311578 20.0
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