LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 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-BG071218 .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

3.942 107 111 118 rVB 49937 68674 1.66% 0.406%
4.541 207 213 223 rBV 229648 340172 8.22% 2.011%
rvB 93236 143974 3.48% 0.851%
5.610 388 395 410 rBV 628261 1062844 25.69% 6.283%
7.196 652 665 681 rBvY 604928 1143852 27.64% 6.762%
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7.560 720 727 739 rBV 711867 1229952 29.72% 7.271%
8.024 797 806 813 rBV 136324 227546 5.50% 1.345%
8.348 853 861 873 rVvB 544074 949016 22.94% 5.610%
9.188 996 1004 1019 rBV 427795 806462 19.49% 4.767%
10.827 1276 1283 1291 rBV 146358 293797 7.10% 1.737%

=
QO ~NO®

11 13.270 1691 1699 1711 rBV 1230528 2041339 49.33% 12.068%
12 14.651 1926 1934 1943 rBV3 264966 463023 11.19%% 2.737%
13 16.137 2180 2187 2213 rBV 1085667 1887938 45.63% 11.161%
14 17.394 2394 2401 2412 rBV2 448259 737955 17.83% 4.362%
15 20.002 2838 2845 2861 rBV 3120575 4137837 100.00% 24.461%

16 21.653 3120 3126 3140 rBV 469696 866337 20.94% 5.121%
17 24.860 3661 3672 3688 rBV2 149517 515177 12.45% 3.046%

Sum of corrected areas: 16915895
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035910.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown3.94 Concentration Rank 5

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

3.94 6.04 ng 68674 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-2-one 98 C6H100 000109-49-9 49
2 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 47
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 47
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 46
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 43

Abundance Scan 111 (3.942 min): BG035910.D (-107) (-) m/z 43.15 100.00%
d.1
5000
83.2 I NARBE RS SRR R
| 553 <10 08.2 3.60 3.80 4.00 4.20
O e e e e e m/z 83.15 17.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3158: 5-Hexen-2-one
43.0
5000
3.60 3.80 4.00 4.20
270 55.0 m/z 39.25 11.57%
15.0 :
0 , i} Ll | 63.0 7.0 830 98.0
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3253: 2-Propanone, 1-cyclopropyl-
43.0
3.60 3.80 4.00 4.20
5000 m/z 55.25 8.44%
55.0
. 27‘.? ¥ i 69.0 83‘.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.60 3.80 4.00 4.20
m/z 41.15 5.80%
5000
27.0
. O B0 670 30 %O
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3-Hexen-2-one Concentration Rank 3

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

4.54 29.90 ng 340172 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 83
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 213 (4.541 min): BG035910.D (-207) (-) m/z 83.15 100.00%
83.2
5000
43,
e
420 4.40 4.60 4.80
0 et e 2 e O e || m/z 55.15  73.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3157: 3-Hexen-2-one
83.0
43.(
5000 IBESARBEAREDE SUREE SRR
420 4.40 4.60 4.80
m/z 98.15 33.31%
e S L L U S WL WL WL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3246: 3-Penten-2-one, 4-methyl-
83.0
420 440 460 480
5000{  43.¢ m/z 43.15 29.47%
e B B L UL S WL WL WL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3371: 2-Pentene, 2,4-dimethyl- T T T
83.0 420 4.40 4.60 4.80
m/z 39.15 21.54%
41,
5000
e S B L UL S WL WL WL B B IBENARBEARERE SUREE LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.14 12.65 ng 143974 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 315 (5.140 min): BG035910.D (-310) (-) m/z 43.15 100.00%
43.1
5000
101.2 N S S CUS
4.80 5.00 5.20 5.40
b 838 L5209 2073 2990 Thyz 59.15  63.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS SLAE RAE EE RRR

4.80 5.00 5.20 5.40

m/z 101.15 24 _95%
101.0
O o B e o o o RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8367: n-Propyl t-butyl ether
59.0
‘I‘IIIIIIIIIIIIIIIIIIIIIII
4.80 5.00 5.20 5.40
5000 1010 m/z 58.15 19.85%
29.0
O T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0 4.80 5.00 5.20 5.40
m/z 41.15 9.03%
5000 101.0
27.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035910.D

Aca On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample : J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 4 unknown7.56 Concentration Rank 1

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

7.56 108.11 ng 1229950 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 727 (7.560 min): BG035910.D (-720) (-) m/z 132.15 100.00%
132.2
5000 68.2 /\
TrrTTTTTTTT T T T T T T
7.20 7.40 7.60 7.80
0 N .l,l. A A8 2828 284 Tm/z 68.15  50.86%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 S RARAERARSERARRANERARS
7.20 7.40 7.60 7.80
m/z 134.15 33.71%
63.0
0 ?g*f}“rﬂ"'|"”|"'w""w"'l”"l'”'l"”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 750 7w 760 780
5000 m/z 66.15 32.89%
31.0 ‘
0"JMLP"P' AR DRI AR AL SR UL SO
mz-> 0 50 100 150 200 250 300 350 400 450 N
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 7.20 7.40 7.60 7.80
m/z 69.15 21.55%
5000
33.0
Lol |
0 ”"Tblh'l” AL DRI AL AL SR UL S S L SR L
mz-> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG072518\
Data File : BG035910.D

Acq On : 26 Jul 2018 15:18

Operator : JU/SJ

Sample - J4124-08

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
unknown3 .94 3.94 6.0 ng 68674 1 8.02 227546 20.0
3-Hexen-2-one 4.54 29.9 ng 340172 1 8.02 227546 20.0
2-Pentanone, 4-hy... 5.14 12.7 ng 143974 1 8.02 227546 20.0
unknown? .56 7.56 108.1 ng 1229950 1 8.02 227546 20.0
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