LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110918\
Data File : BG037923.D

Aca On > 9 Nov 2018 16:42

Operator : JU/SJ

Sample = J5860-26

Misc :

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-BG101818.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 5.171 315 320 331 rVB 53586 95757 2.24% 0.395%
2 5.635 391 399 412 rBVY 1138521 1894429 44 ._.30% 7.821%
3 7.239 663 672 688 rBY 1200850 2378202 55.61% 9.818%
4 7.621 729 737 750 rBVY 1136443 2032535 47 .53% 8.391%
5 8.091 810 817 830 rVB 193135 349451 8.17% 1.443%

8.414 864 872 881 rBV 826614 1474913 34.49% 6.089%
9.272 1008 1018 1030 rBV 749500 1379129 32.25% 5.693%
10.911 1286 1297 1306 rBV 292378 540702 12.64% 2.232%
2043702 3323568 77.72% 13.721%
14.172 1845 1852 1867 rVB 299511 461940 10.80% 1.907%

=
QOO ~NO®
=
w
w
a1
o
=
\l
(@]
N
=
\l
=
N
=
\l
N
\l
=
os]
<

11 14.724 1939 1946 1954 rBV2 469209 805101 18.83% 3.324%
12 16.217 2192 2200 2217 rBV 1507963 2438238 57.01% 10.066%
13 17.474 2407 2414 2424 rBV2 597468 947461 22.15% 3.911%
14 18.326 2554 2559 2569 rBv4 29851 57544 1.35% 0.238%
15 20.071 2850 2856 2872 rBV 2980184 4276559 100.00% 17.655%

16 21.757 3136 3143 3158 rBV 493548 936885 21.91% 3.868%
17 24.055 3528 3534 3542 rVB3 21066 46010 1.08% 0.190%
18 25.083 3693 3709 3726 rBVv3 198741 784554 18.35% 3.239%

Sum of corrected areas: 24222978
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110918\
Data File : BG037923.D

Aca On : 9 Nov 2018 16:42

Operator : JU/SJ

Sample : J5860-26

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.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: BG037923.D
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Abundance TIC: BG037923.D
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Abundance TIC: BG037923.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110918\
Data File : BG037923.D

Aca On : 9 Nov 2018 16:42

Operator : JU/SJ

Sample = J5860-26

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown5.17 Concentration Rank 3

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

5.17 5.48 ng 95757 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 12
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 9
5 Propanoic acid, 2-hydroxy-2-meth... 118 C5H1003 002110-78-3 9

Abundance Scan 320 (5.171 min): BG037923.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R SN RS RN
83.0 | 480 500 520 5.40 5.60
o I VUDSSU VI | U+ NN m/z 59.00 61.72%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
41.0
5000 R SN UL RN
480 500 520 5.40 5.60
86.0 m/z 101.00 19.16%
69.0 :
0 51.Q|“ y il | 101.0
LRJURELELE UL SR FUL LI IR SURLLEL SURBLLS SURBLES SURILI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8344 3-Hexanol, 4-methyl-
59.0
480 500 520 540 560
5000 41.0 m/z 57.95 17.24%
31.0
69.0 870
15.0 M L stoy | 98.0
e S S UL I I I SURIL LS SULILLS AU WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R A AEEREES e
59.0 480 500 520 5.40 5.60
m/z 41.00 10.28%
5000 43.0
31.0
0 15'0 L ‘ [ i 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 9 100 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110918\
Data File : BG037923.D

Aca On : 9 Nov 2018 16:42

Operator : JU/SJ

Sample = J5860-26

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 116.33 ng 2032540 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 737 (7.621 min): BG037923.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 SRR LS SRS R AR
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 agro_ | a0 o m/z 68.00 43.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR IR I L
7.20 7.40 7.60 7.80 8.00
310 5L0 m/z 133.90 34 .26%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.22%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.37%
74.0
5000 9go 1160
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
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\BG110918\
Data File : BG037923.D

Acq On > 9 Nov 2018 16:42

Operator : JU/SJ

Sample - J5860-26

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
unknown5.17 5.17 5.5 ng 95757 1 8.09 349451 20.0
unknown7 .62 7.62 116.3 ng 2032540 1 8.09 349451 20.0
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