LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037907.D

Aca On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample = J5838-10

Misc :

ALS Vial : 24 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

3.524 36 40 50 rvB 93533 125257 4.16% 0.805%
4.675 231 236 244 rVB 45836 69474 2.31% 0.447%
rBv 30791 47556 1.58% 0.306%
5.175 317 321 330 rVB 89140 141302 4.69% 0.909%
5.633 392 399 408 rBV 638288 1078676 35.79% 6.937%
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6 7.237 664 672 687 rBvV 634007 1119631 37.15% 7.200%
7 7.619 729 737 747 rBV 722440 1282877 42.57% 8.250%
8 8.089 811 817 829 rVB 156027 279695 9.28% 1.799%
9 8.412 865 872 881 rBV 525015 963881 31.99% 6.198%
10 9.270 1009 1018 1029 rBV 477975 902656 29.95% 5.805%

11 10.909 1288 1297 1304 rBV 230645 433253 14.38% 2.786%
12 13.347 1704 1712 1724 rBV 1379700 2227126 73.90% 14.322%
13 14.728 1939 1947 1954 rBV2 379065 648204 21.51% 4.168%
14 16.215 2193 2200 2214 rBV2 718298 1251978 41.55% 8.051%
15 17.472 2407 2414 2427 rBV 481249 762380 25.30% 4.903%

16 20.069 2850 2856 2872 rBV 2079367 3013505 100.00% 19.379%
17 21.755 3136 3143 3157 rBV 347268 729605 24.21% 4.692%

18 25.087 3698 3710 3735 rBv3 110815 440435 14.62% 2.832%
19 26.191 3892 3898 3907 rVB8 10989 32954 1.09% 0.212%

Sum of corrected areas: 15550445
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110818\
Data File : BG037907.D
Aca On 9 Nov 2018 6:16
Operator : JU/SJ
Sample : J5838-10
Misc :
ALS Vial : 24 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG101818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG037907.D
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Time--> é.éa"A.ba"4.!56"éoc')"ééb"ébc')"ééb"7'66"%56"é'oc')"é'sc')"é'oa"ésc')"1'oo'o"165'0"1'160"1'15'0"1'206"1'2'56""
Abundance TIC: BG037907.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037907.D

Aca On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample - J5838-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 Propanoic acid, propyl ester Concentration Rank 5

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

4.68 4.97 ng 69474 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 38
3 1-Butanamine. 2-methvl- 87 C5H13N 000096-15-1 9
4 1-Penten-3-ol 86 C5H100 000616-25-1 5
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5

Abundance Scan 237 (4.681 min): BG037907.D (-231) (-) m/z 57.00 100.00%
57.0
5000
75.0
47'0 ‘ 86.9 440 460 480 5.00
Ol et et ey || M/Z 75.00  29.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8164: Propanoic acid, propyl ester
57.0
5000 LR I L I UL
2o 440 460 4.80 5.00
29.0 43.0 m/z 43.00 14.72%
‘ 87.0
O 150 \‘ ‘ ! | “ i |
LRJUURELELE SRR IR FULELIN I SURLLL UL SURBLES SURILI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13468: Propanoic acid, butyl ester
57.0
440 4.60 480 500
5000 m/z 41.00 11.86%
75.0
290 410
0 14.0 ‘\‘ “w ‘ I | 87\0 101.0
UL SRR IR FULELIS I SURLLEL UL SURLES SURIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1912: 1-Butanamine, 2-methyl-
30.0 440 4.60 4.80 5.00
m/z 41.95 8.36%
5000
ol 150 410 550 70.0 87.0
miz--> 10 20 30 40 50 60 70 8 90 100 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037907.D

Aca On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample - J5838-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 3 Butanoic acid, l-methylethy... Concentration Rank 6

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

5.13 3.40 ng 47556 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Ethane-1.1-diol dibutanoate 202 C10H1804 025572-25-2 53
3 Butanoic acid. 1l-methvlpropvl ester 144 C8H1602 000819-97-6 50
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 50
5 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 45

Abundance Scan 313 (5.128 min): BG037907.D (-309) (-) m/z 43.00 100.00%
43.0
71.0
5000
59.0 89.0 J\fTﬁ"l“"w"'w"w
| “ | 1020 115.0 4.80 5.00 5.20 5.40
o} SNBSS PSSP [ T e Y m/z 71.00 73.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 AR AR AR AR
4.80 5.00 5.20 5.40
59.0 89.0 m/z 41.00 31.47%
ol 20 || ] ‘ | 1020 1150
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #62243: Ethane-1,1-diol dibutanoate
71.0
4.80 5.00 5.20 5.40
5000 43.0 m/z 89.00 22.99%
115.0
60.0
“‘H | ‘ im 89.0
e R R S LA IS RS RS RS LRSS RRRRN SERRN SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20962: Butanoic acid, 1-methylpropy! ester R e e R
71.0 4.80 5.00 5.20 5.40
m/z 59.00 16.14%
5000 43.0
57.0
9.0 ‘ 89.0
o | \M | | | 1010 >0 1290 ~
Ol 0" N S I P A AP 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037907.D

Aca On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample - J5838-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 10.10 ng 141302 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 320 (5.169 min): BG037907.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
o e e e o
83.0 : : : : :
o...,....,....,....-,':..?,1'.0.-:1,....,....,.-...,...:,|....,. m/z 59.00 61.11%
m/z--> 10 20 30 40 5 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 L L R L

480 5.00 5.20 5.40 5.60
m/z 58.00 20.89%

31‘.0 830 030 10‘1.0
O L i e o o e o o o L e R m e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0

4.80 5.00 5.20 5.40 5.60

5000 m/z 100.95 19.79%
101.0
o 180 30 || 80 690 86.0 |
e e e o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- s e R
59.0 480 5.00 520 5.40 5.60

m/z 41.00 7.47%

5000
41.0
29.0 101.0
W lf.500 ] 730  86.0 \
O I e o I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037907.D

Aca On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample - J5838-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 5 unknown7.62 Concentration Rank 1

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

7.62 91.73 ng 1282880 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 737 (7.619 min): BG037907.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 540 wo 2% 1m0 250 7 ko 7R 8bo
T ]| m/z 68.00 40.85%
m/z--> 10 20 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 AR LI I I I
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 32.61%
0 [y H I 1
LR AN ILARS SRS UL AR RS UL IR RSN LULAS LR SRS SR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 27 .69%
104.0
ol 140 270 390 510 000 770 g90 || uso ‘\
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal . S m R ERE B
132.0 720 7.40 7.60 7.80 8.00
m/z 69.00 15.70%
5000 67.0
41.0 97.0
53.0
‘ ‘ 79.0 117.0
O'W'”'P'”I”'AJ”'ﬂ””lmhm'muﬁ'”l”“l”'W'”'P'””t"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110818\
Data File : BG037907.D

Acq On > 9 Nov 2018 6:16

Operator : JU/SJ

Sample - J5838-10

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
Propanoic acid, p.--. 4.68 5.0 ng 69474
Butanoic acid, 1-... 5.13 3.4 ng 47556
2-Pentanone, 4-hy... 5.17 10.1 ng 141302
unknown7 .62 7.62 91.7 ng 1282880
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|--Internal Standard---|
Resp Conc]|

|# RT

279695
279695
279695
279695
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