LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\
Data File : BF119994.D

Aca On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample : L2245-17

Misc :

ALS Vial : 14 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 F\METHODS\8270-BF040820 .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 2.575 79 83 91 rvB 536762 700926 9.20% 1.457%
2 4.275 367 372 379 rBV 104946 124647 1.64% 0.259%
3 4.481 403 407 414 rvB 187731 202309 2.65% 0.421%
4 4.940 481 485 493 rVB 216944 243586 3.20% 0.506%
5 5.340 547 553 556 rBY 4796003 5278966 69.27% 10.974%

6.363 721 727 730 rBV 4240419 4572027 59.99% 9.505%
6.722 785 788 792 rBV 1261218 1088961 14.29% 2.264%
4765367 4760052 62.46% 9.895%
7.292 879 885 888 rBV 3660261 3999527 52.48% 8.314%
8.010 1002 1007 1010 rBV 1662295 1438500 18.88% 2.990%
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11 9.092 1185 1191 1194 rBV 7390132 7091497 93.05% 14.742%
12 9.763 1300 1305 1309 rBV 1986237 1673133 21.95% 3.478%
13 10.557 1435 1440 1443 rBV 4547545 4544731 59.63% 9.448%
14 11.251 1554 1558 1561 rBV 2072271 1790693 23.50% 3.723%
15 12.845 1824 1829 1832 rBV 6677837 7621071 100.00% 15.843%

16 13.886 2002 2006 2010 rBV 1673581 1625142 21.32% 3.378%
17 15.309 2243 2248 2253 rBV 1155580 1347929 17.69% 2.802%

Sum of corrected areas: 48103697
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\

BF119994.D

15 Apor 2020 15:28

MA/SJ

L2245-17

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF040820.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\
Data File : BF119994.D

Aca On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample : L2245-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 n-Propyl acetate Concentration Rank 2

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

2.57 12.87 ng 700926 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 lIsopropvl acetate 102 C5H1002 000108-21-4 38
3 Isobutvlamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Sulfurous acid, dipropyl ester 166 C6H1403S 000623-98-3 4

Abundance Scan 82 (2.569 min): BF119994.D (-79) (-) m/z 43.00 100.00%
a3
5000
61
37 1|, 49 s 73 g7 2.20 2.40 2.60 2.80 3.00
O S 8 I m/z 61.00 27.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 AR ARREE AR RARREI
2.20 2.40 2.60 2.80 3.00
61 m/z 73.00 10.99%
27 ‘ 73
0 ‘ 37 ‘ | 103
L S S SR SURILRS UL SO SN SURLLILS SURLLIL BRI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110

Abundance
43

220 2.40 2.60 2.80 3.00

5000 m/z 42.00 9.87%
61
87
Lo 5 101

o) JRMRSIEY N PRS28] RSN MMM SN

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #749: Isobutylamine L o
30 220 2.40 2.60 2.80 3.00

m/z 40.95 7.82%

5000

73

56
15 in \‘ 50 1]

T T MMM

m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\
Data File : BF119994.D

Aca On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample : L2245-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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, 2-methyl-, ... Concentration Rank 5

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

4.27 2.29 ng 124647 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1l-met... 130 C7H1402 000617-50-5 78
2 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 64
3 N-Hvdroxvmethvlacetamide 89 C3H7NO2 000625-51-4 38
4 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 36
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 28

Abundance Scan 371 (4.269 min): BF119994.D (-367) (-) m/z 43.00 100.00%
48
5000
71
| 49 59 83 89 115 4.00 420 4.40 4.60
o R N AR R U~ A E S~ AN m/z 71.00 27.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 T A”'I"'AI""I""
4.00 4.20 4.40 4.60
27 1 m/z 41.10 21.62%
o M‘33 “w 59 8 g 15 130
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71 4.00 4.20 4.40 4.60
5000 m/z 89.00 11.44%
59 89
27 102 115
G R R R L R A I R B SERN LS LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2176: N-Hydroxymethylacetamide R B e
43 4.00 4.20 4.40 4.60
m/z 42.00 8.82%
5000 n 89
49 €0 ‘
G R R R R R L I R SR SERN LS LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\
Data File : BF119994.D

Aca On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample : L2245-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Propanoic acid, propyl ester Concentration Rank 4

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

4.48 3.72 ng 202309 1,4-Dichlorobenzene-d4 6.72
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-Penten-3-ol 86 C5H100 000616-25-1 7
4 1-Butanamine. 2-methvyl- 87 C5H13N 000096-15-1 7
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4

Abundance Scan 407 (4.481 min): BF119994.D (-403) (-) m/z 57.00 100.00%
g7
5000
75
43 U R L
| 51 g7 420 4.40 4.60 4.80
T m/z 75.00 27.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 R UL A R R
43 75 420 4.40 4.60 4.80
m/z 43.05 16.47%
o |IX 37‘\\‘ L8 1o s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
420 4.40 4.60 4.80
5000 29 m/z 41.00 9 _.55%
75
41
o 15 51 87 101
AU U UL SR SO UL SULIUL SO SR L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1723 1-Penten-3-ol
57 420 4.40 4.60 4.80
m/z 42.00 7.63%
5000
29
0 “‘ \4\1\ 50\\ \\63 71 86
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 150 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041520\
Data File : BF119994.D

Aca On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample : L2245-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Butanoic acid, l-methylethy... Concentration Rank 3

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

4.94 4_47 ng 243586 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 59
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 56
4 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 33
5 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 28

Abundance Scan 485 (4.940 min): BF119994.D (-481) (-) m/z 43.05 100.00%
43
71
5000
59 89
4.60 4.80 5.00 5.20
102 115
0..,....,....,....',!:-..,....|!....,.'...,...!|,....,:...,..-..,....,.... m/z 71.00 59.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71 B
5000 S SEDE SR SRR AR
4.60 4.80 5.00 5.20
5o 89 m/z 41.10 25.89%
2T, | | | 102 115
G R R R AR RS AR AR RARES RARAN SRS LRSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
7 460 480 500 520
5000 89 m/z 89.00 20.01%
27
18 59 101
G R R R RS RS AR RAARS RARES RARAN SRS LRSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethy! ester E Emma e e B
43 4.60 4.80 5.00 5.20
m/z 59.00 13.36%
5000
71
89
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 520
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041520\
Data File : BF119994.D

Acq On : 15 Apr 2020 15:28

Operator : MA/SJ

Sample - L2245-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820.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]
n-Propyl acetate 2.57 12.9 ng 700926 1 6.72 1088960 20.0
Propanoic acid, 2... 4.27 2.3 ng 124647 1 6.72 1088960 20.0
Propanoic acid, p.--. 4.48 3.7 ng 202309 1 6.72 1088960 20.0
Butanoic acid, 1-... 4.94 4.5 ng 243586 1 6.72 1088960 20.0
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