LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042220\

Data File : BF120136.D

Acq On : 22 Apr 2020 17:32 Instrument :
Operator : MA/SJ BNA_F

Sample - L2356-06 ClientSampleld :
Misc : TP-13-12-COMP
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\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 height area % max. total
1 2.452 57 62 72 rVB 428643 564105 10.10% 1.622%
2 3.316 203 209 216 rVB 30558 56824 1.02% 0.163%
3 4.198 354 359 364 rBvY 72421 93612 1.68% 0.269%
4 4.410 390 395 404 rvVB 155986 176734 3.16% 0.508%
5 4.881 471 475 480 rBvV 193108 192691 3.45% 0.554%

5.281 539 543 546 rBV 3481882 3425228 61.31% 9.846%
6.316 714 719 722 rBV 3001592 3050189 54.60% 8.768%
1038873 803347 14.38% 2.309%
6.834 802 807 810 rBV 3549606 3113950 55.74% 8.951%
7.245 871 877 880 rBV 2814147 2746809 49.17% 7.896%
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11 7.963 994 999 1001 rBV 1203644 1079506 19.32% 3.103%
12 9.045 1177 1183 1186 rBV 5315474 5003666 89.56% 14.384%
13 9.716 1292 1297 1300 rBV 1453659 1187527 21.26% 3.414%
14 10.510 1426 1432 1435 rBV 3288994 3272240 58.57% 9.406%
15 11.198 1545 1549 1552 rBV 1568500 1245408 22.29% 3.580%

16 12.539 1773 1777 1780 rBV 1340181 1088127 19.48% 3.128%
17 12.798 1815 1821 1824 rBV 5508512 5586709 100.00% 16.060%

18 13.839 1994 1998 2001 rBV 1326482 1131422 20.25% 3.252%
19 15.251 2232 2238 2242 rBV 834221 969437 17.35% 2.787%

Sum of corrected areas: 34787531
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF042220\

BF120136.D

22 Apr 2020 17:32

MA/SJ

L2356-06

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042220\
Data File : BF120136.D

Acq On 22 Apr 2020 17:32

Operator : MA/SJ

Sample - L2356-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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.

2.45 14.04 ng 564105 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 Isopropyl acetate 102 C5H1002 000108-21-4 38
3 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 9
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Isobutylamine 73 C4H11N 000078-81-9 5

Abundance Scan 62 (2.452 min): BF120136.D (-57) (-) m/z 43.00 100.00%
a3
5000
ot NSRS
73 g7 2.20 2.40 2.60 2.80
o RO N .-/ — S Y~ 2 D [ R T &
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4249: n-Propy| acetate
43
5000 NSRS S
o1 220 240 2.60 2.80
73 m/z 73.00 10.61%
15 27 ‘ 87
G A A R AR AR RS AR ARARS RSN LA SRR BARRS SARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
4Tfﬂ”|""w"'|'”
220 240 2.60 2.80
5000 m/z 42_.05 9.56%
61
87
) 15 27 101
mmmmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13447: Acetic acid, pentyl ester R e R
43 220 240 2.60 2.80
m/z 41.00 8.27%
5000
61 1o
29
o | 36,], 53 \ 87 94101 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260 280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042220\
Data File : BF120136.D

Acq On 22 Apr 2020 17:32

Operator : MA/SJ

Sample - L2356-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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.

4.20 2.33 ng 93612 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
2 Sulfurous acid, pentyl 2-propyl ... 194 C8H1803S 1000309-11-5 45
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 38
4 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 36
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 33

Abundance Scan 359 (4.198 min): BF120136.D (-354) (-) m/z 42.95 100.00%
a8
5000
71
| 59 8|9 115 3.80 4.00 4.20 4.40 4.60
Obrrrprrrrprrrrprr e e e m/z 71.00 28.87%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 AR RRARS BB AR
3.80 4.00 4.20 4.40 4.60
27 [ m/z 41.00 23.62%
. s By s gy
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
3.80 4.00 4.20 4.40 4.60
5000 71 m/z 42.10 9.80%

29
0 o5 83 115125135 153
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110120 130 140 150
Abundance #1823: Pentane, 2-methyl-
43 3.80 4.00 4.20 4.40 4.60
m/z 89.00 9.64%
5000
27 71
) 15 \‘ i ‘ 86
o e e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042220\
Data File : BF120136.D

Acq On 22 Apr 2020 17:32

Operator : MA/SJ

Sample - L2356-06

Misc :

ALS Vial : 16 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.

4.41 4.40 ng 176734 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9
3 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 9
4 1-Penten-3-ol 86 C5H100 000616-25-1 7
5 1-Butanamine, 2-methyl- 87 C5H13N 000096-15-1 7

Abundance Scan 395 (4.410 min): BF120136.D (-390) (-) m/z 57.00 100.00%
57
5000
43 7 ISR SRR
|| 87 4.00 420 4.40 4.60 4.80
TS M (SN m/z 75.00 25.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 NSRS SRR
43 75 4.00 420 4.40 4.60 4.80
m/z 43.00  19.34%
o s 3%\\‘ L% ;s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
4.00 420 4.40 4.60 4.80
5000 m/z 41.10 13.11%
41
o 15 2 50 119
RSN SO U UL SULIL SURIL SO SO IULIS S IR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13459: Propanoic acid, butyl ester
57 4.00 420 4.40 4.60 4.80
m/z 42.10 8.83%
5000 29
75
41
o 15 L, “‘ 51 |, . 8 101
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042220\
Data File : BF120136.D

Acq On 22 Apr 2020 17:32

Operator : MA/SJ

Sample - L2356-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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.

4.88 4.80 ng 192691 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 90
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 45
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 45
5 Ethane-1,1-diol dibutanoate 202 C10H1804 025572-25-2 28

Abundance Scan 475 (4.881 min): BF120136.D (-471) (-) m/z 43.10 100.00%
a3
71
5000
59 89
460 4.80 5.00 5.20
115
0 .,....,....',!:-.‘.‘?....|!....,.'...,...!|,....}9?..,..-..,....,.... m/z 71.00 57.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
A
5000 UL A R R
460 4.80 5.00 5.20
5o 89 m/z 41.00 26.22%
27 A [ | | 102 115
G R R R L R L IS R B SERN LS LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
460 480 500 520
5000 m/z 89.00 20.21%
27 71
o 33 59 89 11 115 130
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13469: Butanoic acid, propyl ester R e e
43 7 460 4.80 5.00 5.20
m/z 59.00 13.50%
89
5000 27
60
0 'I"l'““'??“"“'l"“'wt"'ilt"l"'li"'}?}"'l""I""I"" UL A R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042220\
Data File : BF120136.D

Acq On 22 Apr 2020 17:32

Operator : MA/SJ

Sample : L2356-06

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._M
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 2.45 14.0 ng 564105 1 6.67 803347 20.0
Propanoic acid, 2... 4.20 2.3 ng 93612 1 6.67 803347 20.0
Propanoic acid, p.--. 4.41 4.4 ng 176734 1 6.67 803347 20.0
Butanoic acid, 1-... 4.88 4.8 ng 192691 1 6.67 803347 20.0
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