LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092122\
Data File : BP@11777.D

Acqg On : 21 Sep 2022 21:28
Operator : CG/JU

Sample : PB147377BL

Misc :

ALS Vvial : 10 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-BP092122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO11777.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 3.058 8 12 17 rVB 316997 367096 1.15% 0.255%
2 5.016 340 345 354 rBV 1032315 1528299 4.77% 1.061%
3 5.481 417 424 443 rVB 10684583 15958185 49.82% 11.083%
4 7.087 689 697 714 rBV 10028250 16537381 51.63% 11.485%
5 7.922 832 839 848 rBV 1644022 2647320 8.26% 1.839%

6 9.087 1029 1037 1056 rBV 6248786 10560827 32.97% 7.334%
7 10.734 1307 1317 1330 rBV 2148839 3857231 12.04% 2.679%
8 13.187 1726 1734 1749 rBV 14052620 22174502 69.23% 15.400%
9 14.563 1961 1968 1981 rBV 3502331 5036437 15.72%  3.498%
10 16.057 2213 2222 2241 rBV 10636159 15445457 48.22% 10.727%

11 17.316 2429 2436 2450 rBV 4150894 5811090 18.14% 4.036%
12 19.874 2865 2871 2876 rBV 25449137 32030854 100.00% 22.245%
13 21.398 3125 3130 3138 rBV 4570031 5775972 18.03% 4.011%
14 23.733 3524 3527 3535 rVB 397248 661644 2.07% ©.460%
15 23.839 3539 3545 3559 rVB2 2719271 5599514 17.48%  3.889%

Sum of corrected areas: 143991809
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092122\
Data File : BP@11777.D

Acq On : 21 Sep 2022 21:28
Operator : CG/JU

Sample : PB147377BL

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011777.D\data.ms
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Abundance TIC: BP011777.D\data.ms
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

.21

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92122\
BPO11777.D

Sep 2022 21:28

: CG/JU
: PB147377BL

. 10

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.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.
3.058 2.77 ng 367096 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 12 (3.058 min): BP011777.D\data.ms (-8) (-) m/z 73.10 100.00%
73.1
5000 /\«¥
e ANARRRREERRAREREsaN Ly
‘ ‘ 3.103.203.303.403.50
b kil 1338 2071 295.1356.2 4349 5060 ./, 43.05 36.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LB L L R B B
3.103.203.303.403.50
m/z 55.05 27.74%
O\\"\\U“M\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
EREENES NN N NN e
3.103.203.303.403.50
5000 m/z 87.10 23.93%
OHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- N RMRRARRRENAN LS
73.0 3.103.203.303.403.50
m/z 41.05 10.62%
5000 \J\ARNWWVN&VVNM%AN
oH“L‘«‘“H“"""H""‘waH_m,w_ww,‘ B ——
m/z--> 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\BP092122\
Data File : BP@11777.D

Acq On : 21 Sep 2022 21:28
Operator : CG/JU

Sample : PB147377BL

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.016 11.55 ng 1528300 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
4 N-(n-Propyl)acetamide 101 C5H11INO 005331-48-6 7
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 7
Abundance Scan 345 (5.016 min): BP011777.D\data.ms (-340) (-) m/z 43.10 100.00%
431
5000 K
RERERREEEE R S
101.1 4.60 4.80 5.00 5.20 5.40
1
Ol iy 199,2222.3282.1341.1 4236 48835461 1/, 59.05  49.81%
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 B B L R
4.60 4.80 5.00 5.20 5.40
m/z 58.10 19.34%
J 101.0
O‘\‘1“!‘%[1\\\]\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate
43.0
BERRRREEEEEEEEsSa
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.05 15.18%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime R e R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 7.41%
5000
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092122\
Data File : BP@11777.D

Acq On : 21 Sep 2022 21:28
Operator : CG/JU

Sample : PB147377BL

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.733 2.36 ng 661644  Perylene-di12 23.839
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
Abundance Scan 3527 (23.733 min): BP011777.D\data.ms (-3524) (- m/z 57.10 100.00%
57.1
2350  24.00
127.2 208.1 , : :
Ober “‘ WPEES 126713051 43124903549 0" 70 1 63.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 = —
23.50 24.00
m/z 43.10 56.78%
L L0 a570 2570 070
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
— =
23.50 24.00
5000 m/z 85.10 44 ,15%
oM gm0 w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T =
57.0 23.50 24.00
m/z 55.10 21.25%
5000 ﬂJL
ol UL 1270 197.0 2810  394.0
R B e e e A RRRARE = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092122\
Data File : BP@11777.D

Acqg On : 21 Sep 2022 21:28
Operator : CG/JU

Sample : PB147377BL

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@92122.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... 3.058 2.8 ng 367096 1 7.922 2647320 20.0
2-Pentanone, 4-... 5.016 11.6 ng 1528300 1 7.922 2647320 20.0
Hexacosane 23.733 2.4 ng 661644 6 23.839 5599510 20.0
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