LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091522\
Data File : BP@11716.D

Acqg On : 15 Sep 2022 20:30
Operator : CG/JU

Sample : PB147206BL

Misc :

ALS Vvial : 15 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 P\Methods\8270E-BP091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPOl11716.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.075 11 15 19 rBV 299273 340406 1.80% 0.372%
2 5.034 342 348 361 rVB 487793 724823 3.83% 0.791%
3  5.499 420 427 447 rBV 7191365 10685180 56.52% 11.663%
4 7.099 690 699 720 rBV 6728139 10763287 56.93% 11.748%
5 7.940 834 842 853 rBV 1304513 2144804 11.34% 2.341%

6 9.104 1032 1040 1057 rBV 3970725 6515459 34.46% 7.111%
7 10.751 1311 1320 1335 rBV 1691142 2982224 15.77%  3.255%
8 13.204 1729 1737 1752 rBV 9877372 14279082 75.53% 15.585%
9 14.575 1962 1970 1984 rBV 2389941 3548054 18.77% 3.873%
10 16.063 2216 2223 2246 rBV 6157442 8843493 46.78% 9.652%

11 17.328 2432 2438 2449 rBV 2794038 3939293 20.84% 4.300%
12 19.880 2867 2872 2888 rBV 15708558 18905284 100.00% 20.635%

13 21.410 3127 3132 3139 rBV 3224099 4090489 21.64% 4.465%
14 23.857 3543 3548 3559 rVB2 1919895 3857849 20.41% 4.211%

Sum of corrected areas: 91619727
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 15 Sep 2022 20:30
: CG/JU
: PB147206BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@91522\
BPO11716.D

: 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07
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8000000

6000000

4000000

2000000
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TIC: BP011716.D\data.ms

5.499 7,099

9.104

7.940 10.751

.075 5.034

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BP011716.D\data.ms
19.880

13.204

16.063

14,575 17.328

I

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BP011716.D\data.ms

21.410
23.857

)

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091522\
Data File : BP@11716.D

Acq On : 15 Sep 2022 20:30
Operator : CG/JU

Sample : PB147206BL

Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.075 3.17 ng 340406 1,4-Dichlorobenzene-d4 7.940
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 15 (3.075 min): BP011716.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 J\/x
e
‘ ‘ 3.103.203.303.403.50
Okl 1331 2082 281.13411 414.9 48725470 ./, 4305  35.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L R R R R
3.103.203.303.403.50
H ‘ m/z 55.05  25.45%
O‘\\A\l\H‘”\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15768: 2,2,4-Trimethyl-3-pentanol

73.0

%

3.103.203.303.403.50
5000 m/z 87.05 24.88%

0,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

—

Abundance #9210: 1,3-Dioxolane, 2-propyl- R RREL e RaRay
73.0 3.103.203.303.403.50
m/z 41.10 11.37%

5000 \j\/\v\"—v

L R S TR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091522\
Data File : BP@11716.D

Acq On : 15 Sep 2022 20:30
Operator : CG/JU

Sample : PB147206BL

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

5.034 6.76 ng 724823 1,4-Dichlorobenzene-d4 7.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59

2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 348 (5.034 min): BP011716.D\data.ms (-342) (-)
43.0

m/z 43.05 100.00%

5000

101.1 R
1 ’ 4.80 5.00 5.20 5.40
i L1

ol i 2071 2811 35514160 5166 /7 s59.e5  55.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L I I LN B
4.80 5.00 5.20 5.40
m/z 101.10 18.77%
101.0
O \‘1“!‘%" \\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R ARRREaEEEES
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 18.68%
126.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4150: 1-Propen-2-ol, acetate TR T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 7.69%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091522\
Data File : BP@11716.D

Acqg On : 15 Sep 2022 20:30
Operator : CG/JU

Sample : PB147206BL

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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... 3.075 3.2 ng 340406 1 7.940 2144800 20.0
2-Pentanone, 4-... 5.034 6.8 ng 724823 1 7.940 2144800 20.0
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