LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138279.D

Acqg On : 21 Jun 2024 11:50
Operator : CG\JU

Sample : PB161600BL

Misc :

ALS vial : 3  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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138279.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.252 17 28 33 rvB 137368 206433 1.89% 0.328%
2 3.563 244 251 266 rBV2 52303 142038 1.30% 0.226%
3 5.128 510 517 530 rVB 319393 460491 4.22% ©.732%
4 5.516 577 583 586 rBV 6335218 7313517 66.99% 11.625%
5 6.516 746 753 756 rBV 6028133 7262707 66.52% 11.544%

6 6.881 812 815 819 rBV 2348756 1893783 17.35% 3

7 7.445 905 911 914 rBV 4465649 4956819 45.40% 7

8 8.163 1028 1033 1036 rBV 3012158 2584340 23.67% 4.108%

9 8.228 1039 1044 1052 rVB2 93634 109617 1.00% ©
9.245 1210 1217 1220 rBV 8667631 9413375 86.22% 14.963%

11  9.916 1326 1331 1335 rBV 3562573 3139638 28.76% 4
12 10.710 1461 1466 1469 rBV 6449042 6178135 56.59% 9
13 11.404 1580 1584 1587 rBV 4162369 3377184 30.93% 5.368%
14 12.998 1849 1855 1858 rBV 9660420 10917544 100.00% 17.
15 14.039 2028 2032 2043 rVB 3007735 2667852 24.44% 4

16 15.510 2277 2282 2298 rBV 1503018 2151519 19.71%  3.420%
17 17.121 2549 2556 2559 rBV3 53174 136650 1.25% ©0.217%

Sum of corrected areas: 62911642
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 21 Jun 2024 11:50
: CG\JU
: PB161600BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
BF138279.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF138279.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138279.D

Acqg On : 21 Jun 2024 11:50
Operator : CG\JU

Sample : PB161600@BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.252 2.18 ng 206433 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 28 (2.252 min): BF138279.D\data.ms (-17) (-) m/z 73.05 100.00%

73.0
5000
43.0
87.1

do | 220 240 2.60
e e m/z 43.05  34.23%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 A SRR
220 240 260
43.0

87.0 m/z 55.00  24.89%

29.0 ‘ ‘
\\‘\\\\“\\\\“\\f\‘\\f\g‘(\)\\\“\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 2.60

o

o

5000 41.0 55.0 m/z 87.10 23.43%
27.0
0 Ik ‘ 112.0 129.0
H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u“u‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- e
73.0 220 2.40 260

m/z 71.05 10.65%

5000
45.0
29.0
ool 590 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138279.D

Acqg On : 21 Jun 2024 11:50
Operator : CG\JU

Sample : PB161600@BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.128 4.86 ng 460491 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 517 (5.128 min): BF138279.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.1
5000
o +B0500550540
| 83.1 . . : . o
o-——yP—t———r———— m/z 59.10 56.20%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R IR B |
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.73%
15.0 101.0
‘ T | 830 |
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AR R RRE
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.93%
41.0
101.0
- ! S
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester o RARmmEE L
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.89%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138279.D

Acqg On : 21 Jun 2024 11:50
Operator : CG\JU

Sample : PB161600BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.252 2.2 ng 206433 1 6.881 1893780 20.0
2-Pentanone, 4-... 5.128 4.9 ng 460491 1 6.881 1893780 20.0
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