LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG121117\

Data File : BG031472.D

Aca On - 12 Dec 2017 2:35 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
a?zgle i 16762-08 12mu%ﬂog$4ys
ALS Vial : 20 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 5.181 318 322 330 rBV 42254 73020 1.25% 0.385%
2 5.669 399 405 416 rBV 251852 464362 7.93% 2.446%
3 7.279 673 679 698 rBV 149364 312292 5.34% 1.645%
4 7.643 734 741 755 rBV 493448 891192 15.22% 4.694%
5 8.107 813 820 829 rBV 162569 291525 4 .98% 1.535%

8.431 867 875 891 rBvV 677558 1237533 21.14% 6.518%
9.277 1012 1019 1032 rBV 479488 947502 16.19% 4_.990%
10.928 1292 1300 1318 rBV 178519 413291 7.06% 2.177%
13.354 1706 1713 1725 rBV 1639593 2724537 46.54% 14.350%
14.735 1941 1948 1964 rVB2 366523 667998 11.41% 3.518%

=
QO ~NO®

11 16.216 2194 2200 2217 rBV 862331 1456555 24.88% 7.671%
12 17.473 2406 2414 2429 rBV2 616680 1042957 17.82% 5.493%
13 20.064 2849 2855 2871 rBV 4259660 5853635 100.00% 30.830%
14 21.744 3133 3141 3156 rBV 773387 1380654 23.59% 7.272%
15 25.017 3687 3698 3714 rBv2 395919 1229899 21.01% 6.478%

Sum of corrected areas: 18986952
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\
Data File : BG031472.D
Aca On : 12 Dec 2017 2:35
Operator : SJ/JU
Sample : 16762-08
Misc :
ALS Vial : 20 Sample Multiplier: 1
Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG031472.D
4000000
3000000
2000000
1000000
8.43
7.64 9.28
5.67
. 518 7.28 8.11 10.93
Time--> 3%0 450 4%0 550 5%0 abo aéo 150 1%0 &bo 8.50 gbo 9.50 10.00 10.50 1foo 1f50 1£oo 12%0
Abundance TIC: BG031472.D
4000000 2006
3000000
2000000
13.35
1000000 16.22 21.74
17.47 !
14.74
O e e T T T T e B DRSS
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: BG031472.D
4000000
3000000
2000000
1000000
25.02
O e T R e e e
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031472.D

Aca On : 12 Dec 2017 2:35

Operator : SJ/JU

Sample : 16762-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5.01 ng 73020 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 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 322 (5.181 min): BG031472.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ARRERANARRERARRE R R
| 829 480 5.00 5.20 5.40 5.60
o} 1 US| S N — m/z 59.00 62.11%
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 R UL UL L I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 21.61%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540 5.60
5000 410 m/z 58.00 18.84%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.74%
5000
55.0
o 2r0 710 830 980
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121117\
Data File : BG031472.D

Aca On : 12 Dec 2017 2:35

Operator : SJ/JU

Sample : 16762-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 61.14 ng 891192 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 740 (7.637 min): BG031472.D (-734) (-) m/z 132.00 100.00%

132.0
5000 68.1

400 540 || 78.0 ﬁﬂqmo 7.40 7.60 7.80 8.00
0....,...:I'!..:,I!..,:!.'.,..:'.,....,....,...'.,....,....,'.'..,.. m/z 68.10 39.14%
m/z--> 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 e
7.40 7.60 7.80 8.00

m/z 134.00 32.71%

31.0 51.0

m/z--> 30 40 60 70 80 90 100 110 120 130 140

Abundance
132.0

7.40 7.60 7.80 8.00

5000 m/z 66.00 26.46%
33.0 44.0 0.0 105.0
60.0 ™ 0.0 115.0
O T T T e T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 7.40 7.60 7.80 8.00

m/z 69.10 16.05%

5000 67.0
41.0 97.0
‘ 79.0 117.0
0 ‘ ‘ \ L ‘\‘\ L1, L, 107.0 I Ll
----|----|----|----|----|----|----|----|----|----|----| T

m/z--> 30 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\BG121117\
Data File : BG031472.D

Acq On : 12 Dec 2017 2:35

Operator : SJ/JU

Sample - 16762-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
Quant Title : 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 5.0 ng 73020 1 8.11 291525 20.0
unknown? .64 7.64 61.1 ng 891192 1 8.11 291525 20.0
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