LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133114.D

Acqg On : 28 Apr 2023 10:16
Operator : CG\JU

Sample : PB152460BL

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133114.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 139806 162166 2.41% 0.346%
2 4.946 479 486 503 rVB 1862606 2851220 42.36% 6.090%
3 5.363 551 557 560 rBV 5126492 5626825 83.60% 12.018%
4 6.381 724 730 733 rBV 4788916 5834066 86.68% 12.461%
5 6.734 787 790 794 rVB 1642780 1289728 19.16% 2.755%

.304 880 887 890 rBV 3726574 3656084 54.32%  7.809%
.022 1003 1009 1012 rBV 2038299 1810004 26.89%  3.866%
.098 1186 1192 1195 rBV 6676837 6429115 95.52% 13.731%
.769 1301 1306 1310 rBV 2347928 2135965 31.74% 4.562%
10 10.563 1436 1441 1444 rBV 4141154 3949152 58.68%  8.435%

11 11.251 1554 1558 1561 rBV 2611152 2184774 32.46%
12 12.845 1823 1829 1832 rBV 6566718 6730328 100.00% 14.375%

N
)]
o))
(o))
3R

13 13.886 2002 2006 2010 rBV 2104675 1845243 27.42% 3.941%
14 14.992 2190 2194 2200 rVB 90493 100867 1.50% 0.215%
15 15.304 2242 2247 2252 rBV 1272288 1651457 24.54% 3.527%
16 15.351 2252 2255 2261 rVB 97039 134588 2.00% 0.287%
17 15.763 2321 2325 2330 rBvV2 79123 110136 1.64% 0.235%
18 16.245 2401 2407 2410 rBV2 85098 160015 2.38% 0.342%
19 16.804 2498 2502 2508 rVB3 44428 82434 1.22% 0.176%
20 17.462 2609 2614 2620 rVB3 34012 76121 1.13% 0.163%
Sum of corrected areas: 46820288
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133114.D

Acq On : 28 Apr 2023 10:16
Operator : CG\JU

Sample : PB152460BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133114.D\data.ms
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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

BF133114.D

: 28 Apr 2023 10:16
: CG\JU

: PB152460BL

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\

: 3  Sample Multiplier: 1

: C:\Database\NIST20.L
LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 1

Isopropyl alco

hol, TMS deri...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.122 2.51 ng 162166 1,4-Dichlorobenzene-d4 6.734
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Isopropyl alcohol, TMS derivative 132 C6H160Si
2 Propane, 1,1-dimethoxy-

3 2-Propanol, 1,1-dimethoxy-
4 Glycolaldehyde dimethyl acetal 106 C4H1003
5 Methane, trimethoxy-

104 C5H1202
120 C5H1203

106 C4H1003

001825-64-5 78
004744-10-9 74
042919-42-6 53
030934-97-5 45
000149-73-5 38

m/z 75.05 100.00%

|

T T T
2.202.302.402.50

m/z 73.10 70.80%

|

2.202.302.402.50

m/z 45.00 44.41%

|

2.202.302.402.50

m/z 41.00 31.02%

|

2.202.302.402.50

m/z 47.05 23.63%

|

Abundance Scan 6 (2.122 min): BF133114.D\data.ms (-3) (-)
75.0
5000 45.0
SR} RSV | R 02 M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16494: Isopropyl alcohol, TMS derivative
7E
117.0
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Abundance #5393: Propane, 1,1-dimethoxy-
75.0
5000
45.0
o140 w0 | o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10523: 2-Propanol, 1,1-dimethoxy-
75.0
5000
31.0 47.0
Ot il 90 3190
m/z--> 10 20 30 40 50 60 70 80 90 100110120130

2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133114.D

Acq On : 28 Apr 2023 10:16
Operator : CG\JU

Sample : PB152460BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.946 44.21 ng 2851220 1,4-Dichlorobenzene-d4 6.734

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 486 (4.946 min): BF133114.D\data.ms (-479) (-) m/z 43.10 100.00%
3.1
59.1
5000
101.1 A BESENRREES S
4.60 4.80 5.00 5.20
L ss1 ;
it m/z 59.10 55.37%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L LA BN BN I
59.0 4.60 4.80 5.00 5.20
m/z 101.10  19.48%
15.0 101.0
‘ wl ol | 83.0 | ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T
4.60 4.80 5.00 5.20
5000 59.0 m/z 58.10 15.82%
101.0
15.0
0
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Rmma AR ‘ .
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.25%
5000 41.0 A
0 \H\‘ \‘M ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042823\
Data File : BF133114.D

Acqg On : 28 Apr 2023 10:16
Operator : CG\JU

Sample : PB152460BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Isopropyl alcoh... 2.122 2.5 ng 162166 1 6.734 1289730 20.0
2-Pentanone, 4-... 4.946 44.2 ng 2851220 1 6.734 1289730 20.0
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