Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

If leading

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121422\
BP013104.D

: 14 Dec 2022 14:18
: CG/JU
: PB149062BL

: 3  Sample Multiplier: 1

Parameters: rteint.p
RTE
ON Filtering: 5
: 1 Min Area: 3 % of largest Peak
0.2 Max Peaks: 100
0 Peak Location: TOP

or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title

Signal

peak R.T. f
# min

6 10.775
7 13.222
8 14.598
9 16.092
10 17.357

11 19.910
12 21.439
13 23.139
14 23.792
15 23.921

8270E-BP12132

: Z:\svoasrv\HPCHEM1\BNA P\Methods\8270E-BP121322.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: TIC: BP@13104.D\data.ms

irst max last PK peak corr. corr. % of

scan scan scan TY height area % max. total

3106 316 329 rVB 2125343 2851715 12.06% 2.313%
388 395 409 rBV 9457547 13816682 58.45% 11.207%
658 669 683 rBV 8477946 13907598 58.84% 11.281%
804 811 823 rVB 1810918 2856487 12.08% 2.317%
1001 1010 1023 rBV 5349080 8781225 37.15% 7.123%

1281 1290 1297 rBV 2278452 3778336 15.98%  3.065%
1699 1706 1720 rBV 13239886 19525870 82.60% 15.838%
1934 1940 1947 rBV 3167808 4577874 19.37% 3.713%
2187 2194 2209 rBV 9514387 13133435 55.56% 10.653%
2402 2409 2415 rBV 3478579 4834175 20.45%  3.921%

2837 2843 2851 rBV 18357963 23637921 100.00% 19.173%
3098 3103 3109 rBV 3842917 5143313 21.76% 4.172%
3389 3392 3401 rVB4 258182 447064 1.89% 0.363%
3500 3503 3512 rVB2 432300 747324  3.16% ©.606%
3519 3525 3535 rVB2 2589625 5249055 22.21% 4.258%

Sum of corrected areas: 123288074
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121422\
Data File : BP@13104.D

Acq On : 14 Dec 2022 14:18
Operator : CG/JU

Sample : PB149062BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013104.D\data.ms

1.5e+07

1e+07 5.511
7.122

9.128
5000000

5.046 7.958 10.775

0 L

Time--> 350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP013104.D\data.ms

19.910

1.5e+07
13.222

1e+07 16.092

5000000
14,508 17.357

-+ - =t

Time--> 12.00 1250 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013104.D\data.ms

1.5e+07

1le+07

5000000 21.439
23.921

23.7
23.139 -0

O\ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121422\
Data File : BP@13104.D

Acq On : 14 Dec 2022 14:18
Operator : CG/JU

Sample : PB149062BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.046 19.97 ng 2851720  1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9

Abundance Scan 316 (5.046 min): BP013104.D\data.ms (-310) (-) m/z 43.00 100.00%

43.0
5000
101.1 e e
4.80 5.00 5.20 5.40
(
Ol 159,2221.02810 354.8 429.3489.3548! 1/ 58.95 54.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L I L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 19.16%
O‘\\”\H\“\\‘\\y\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 RBRRRRAEEE L
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 15.10%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate R L EREEE N
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.78%
5000
S SV NN L U
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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121422\

Library Search Compound Report

Data File : BP@13104.D

Acq On : 14 Dec 2022 14:18
Operator : CG/JU

Sample : PB149062BL

Misc

ALS VvVial : 3  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 2 Heptadecane, 9-octyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
23.792 2.85 ng 747324  Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 2-Methyltetracosane 352 C25H52 001560-78-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 3503 (23.792 min): BP013104.D\data.ms (-3500) (- m/z 57.10 100.00%
57.1
5000 Jﬁ/\
281. .
ok, ‘ ‘”‘ £l ikt fOR03H.14010 4891547 /0 71 10 70.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
2350 2400
m/z 43.10 64.45%
il 239.0
O\\\J‘\‘\\\“\F\d\\\‘l\l\W\[!\\T[\\ng\G‘WO\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262016: 2-Methyltetracosane
57.0
S =
23.50 24.00
5000 m/z 85.10 47 .17%
127.0 309.0
L e
O‘A"mhhM‘MHVEMQJM«,m“m‘ﬂw“u“u“u“_“w‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane e =
57.0 23.50 2400
m/z 55.05 4%
127.0
oI serezss0
m/z--> 50 100 150 200 250 300 350 400 450 500 2350 2400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121422\
Data File : BP@13104.D

Acqg On : 14 Dec 2022 14:18
Operator : CG/JU

Sample : PB149062BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121322.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|
2-Pentanone, 4-... 5.046 20.0 ng 2851720 1 7.958 2856490 20.0
Heptadecane, 9-... 23.792 2.9 ng 747324 6 23.921 5249060 20.0
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