LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51724\
Data File : BF137928.D

Acqg On : 17 May 2024 13:22
Operator : CG\JU

Sample : P2486-01

Misc :

ALS vial : 6 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-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137928.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 6 14 21 rVB3 48546 133551  3.21% 0.531%
2 2.398 45 53 58 rBV 1634955 2242676 53.87% 8.914%
3 3.675 266 270 282 rBV 71033 110706 2.66%  0.440%
4 5.663 603 608 611 rBV 2725247 2570367 61.74% 10.216%
5 6.651 771 776 779 rBV 2451452 2599573 62.44% 10.333%
6 7.039 838 842 845 rBV 887355 671351 16.13% 2.668%
7 7.598 932 937 940 rBV 1736201 1666556 40.03% 6.624%
8 7.839 975 978 984 rBV 71331 55050 1.32% 0.219%
9 8.322 1056 1060 1064 rBV 1120899 899085 21.60% 3.574%
10 8.627 1109 1112 1127 rBV 50060 75206 1.81% 0.299%
11  9.398 1238 1243 1246 rBV 4222891 3498029 84.02% 13.904%
12 10.086 1356 1360 1363 rBV 1189309 1072642 25.77% 4.263%
13 10.169 1369 1374 1381 rVB2 56228 78243 1.88% 0.311%
14 10.498 1424 1430 1432 rBV2 50650 45830 1.10% 0.182%
15 10.874 1490 1494 1497 rBV 2455261 2118554 50.89%  8.421%
16 10.968 1507 1510 1516 rVB 62405 71634 1.72% 0.285%
17 11.574 1609 1613 1617 rBV 1296112 1140114 27.39% 4.532%
18 12.080 1695 1699 1702 rBV 44177 43268 1.04% 0.172%
19 13.162 1879 1883 1887 rBV 4315901 4163110 100.00% 16.547%
20 14.104 2036 2043 2046 rBV5 19341 48808 1.17% 0.194%

21 14.227 2060 2064 2067 rBV 1125277 1025598 24.64% 4.076%
22 15.786 2324 2329 2340 rBV 605387 829125 19.92% 3.296%

Sum of corrected areas: 25159076
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051724\

BF137928.D
: 17 May 2024 13:22
: CG\JU
: P2486-01
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051724\
Data File : BF137928.D

Acqg On : 17 May 2024 13:22
Operator : CG\JU

Sample : P2486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.398 66.81 ng 2242680 1,4-Dichlorobenzene-d4 7.039

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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 53 (2.398 min): BF137928.D\data.ms (-45) (-) m/z 73.10 100.00%
73.1
5000
43.0 871
Al e e
91 ‘ 2.20 240 2.60 2.80
O 22 L L 101 m/z 43.e5  33.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA LA L L L Y L
43.0 2.20 240 2.60 2.80
' 87.0 m/z 87.10  26.56%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S S
2.20 240 2.60 2.80
5000 41.0 55.0 m/z 55.10 24.98%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- A
73.0 2.20 240 2.60 2.80
m/z 41.10 10.87%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e AU S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51724\
Data File : BF137928.D

Acqg On : 17 May 2024 13:22

Operator : CG\JU

Sample : P2486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: 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 3 R-(-)-1,2-propanediol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.675 3.30 ng 110706 1,4-Dichlorobenzene-d4 7.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 83
2 Propylene Glycol 76 C3H802 000057-55-6 78
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
Abundance Scan 270 (3.675 min): BF137928.D\data.ms (-266) (-) m/z 45.10 100.00%
45.1
5000 A\\
AR RERERRE RS
261 611 3.40 3.60 3.80 4.00
O freprrrrprrrr e A e e m/z 43.10 19.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\
3.40 3.60 3.80 4.00
20.0 m/Z 44.10 6.04%
61.0
O H‘HH‘H\\‘\H\‘H\\‘\H!i\\\\‘\\\\‘\\!l HH‘E\)ﬁ.\(‘)\{H‘1\H‘HH‘HH‘\.\H‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1083: Propylene Glycol
45.0
3.40 3.60 3.80 4.00
5000 m/z 61.10 5.66%
29.0
o 190 7 380 530°%° 760
B RIS it St
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol A AR RES
45.0 3.40 3.60 3.80 4.00
m/z 42.10 3.19%
5000
0 19.0 ‘371\'038.0‘ | 53061.0 750
P T P T T e e e A Ra e EmamE R T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51724\
Data File : BF137928.D

Acqg On : 17 May 2024 13:22
Operator : CG\JU

Sample . P2486-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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... 2.398 66.8 ng 2242680 1 7.039 671351 20.0
R-(-)-1,2-propa... 3.675 3.3 ng 110706 1 7.039 671351 20.0
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