LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100418\

Data File : BG037135.D

Aca On : 3 Oct 2018 16:06

Operator : JU/SJ

a?zgle ; J5212-01 e
ALS Vial : 5 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092018 .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 5.150 312 317 328 rBV 66939 112169 4.62% 0.721%
2 5.614 390 396 412 rBV 620312 1132971 46.65% 7.284%
3 7.200 659 666 689 rBV 613393 1268012 52.21% 8.152%
4 7.570 722 729 743 rBV 611984 1184161 48.76% 7.613%
5 8.040 802 809 824 rBV 169094 349382 14.39% 2.246%

8.358 856 863 877 rBvV 470192 928024 38.21% 5.966%
9.198 999 1006 1029 rBV 357005 804521 33.13% 5.172%
10.843 1279 1286 1300 rBV 225384 471886 19.43% 3.034%
13.287 1694 1702 1722 rBVY 955184 1708958 70.37% 10.987%
14.110 1836 1842 1858 rBVY 324685 519390 21.39% 3.339%

=
QO ~NO®

11 14.662 1928 1936 1950 rBV2 376940 654023 26.93% 4._.205%
12 16.149 2183 2189 2216 rBV 670626 1201081 49.45% 7.722%
13 17.406 2397 2403 2419 rBV 452762 799233 32.91% 5.138%
14 20.015 2841 2847 2860 rBV 1754142 2428673 100.00% 15.614%

15 21.319 3063 3069 3080 rBV9 25407 85584 3.52% 0.550%

16 21.672 3122 3129 3146 rBVY 475563 909726 37.46% 5.849%

17 23.340 3406 3413 3418 rVB 26784 50276 2.07% 0.323%

18 23.945 3510 3516 3522 rVB4 13676 27318 1.12% 0.176%

19 24.880 3664 3675 3693 rBV2 283628 889794 36.64% 5.720%

20 25.996 3859 3865 3872 rVB5 13394 29614 1.22% 0.190%
Sum of corrected areas: 15554796
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100418\
Data File : BG037135.D

Aca On : 3 Oct 2018 16:06

Operator : JU/SJ

Sample : J5212-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG037135.D
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500000 8.36
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5.15
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Abundance TIC: BG037135.D
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Abundance TIC: BG037135.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100418\
Data File : BG037135.D

Aca On : 3 Oct 2018 16:06

Operator : JU/SJ

Sample : J5212-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 6.42 ng 112169 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12

Abundance Scan 317 (5.150 min): BG037135.D (-312) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 i ek
83.1
o..“...“...“..nﬁ..?ﬁ%..“...“...“...“...i...“ m/z 59.10 56.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA LN L L L L L LN L B
59.0 4.80 500 520 5.40
m/z 58.10 17.38%
o o, | 830 930'°1°
N I o o o L o o L T e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 5.00 5.20 5.40
5000 41.0 m/z 101.10 16.89%
31.0
69.0 87.0
iso Il )] sl ] 9.0
0..“...“...“...“...“..w...w...w...w...w...w.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R B B B R
59.0 480 5.00 5.20 5.40
m/z 41.10 8.41%
5000
4 0 101.0
..“...“...“...“...“...“...“...“...“...“...“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100418\
Data File : BG037135.D

Aca On : 3 Oct 2018 16:06

Operator : JU/SJ

Sample : J5212-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.57 67.79 ng 1184160 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 729 (7.570 min): BG037135.D (-722) (-) m/z 132.10 100.00%

1301
5000 68.1
96.1

40.0 54.1 | 7.20 7.40 7.60 7.80 8.00
0 S T .2 S | m/z 68.10 48.69%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000 e e
720 7.40 7.60 7.80 8.00

m/z 134.10 32.76%

31.0 51.0
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.10 32.67%
63.0 810
0 3]\-0 SQ'O\ m‘ ' | ‘\ ! 99'\0 \11%0 |
—rrr—r— ettt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl . . R ma
57.0 132.0 720 740 760 780 800

m/z 69.10 19.32%

74.0
116.0
5000 98.0
o A ‘L ! 158.0 189.0
L It T o EL A [ e e e O e

m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG100418\
Data File : BG037135.D

Acq On : 3 Oct 2018 16:06

Operator : JU/SJ

Sample - J5212-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.15 6.4 ng 112169 1 8.04 349382 20.0
unknown? .57 7.57 67.8 ng 1184160 1 8.04 349382 20.0
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