LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

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-BF091324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF139378.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.246 18 26 33 rVB 45577 75418 2.19% 0.354%
2 5.128 509 516 528 rBV 97803 188355 5.48% 0.885%
3 5.510 573 581 586 rBV 1878242 2856091 83.07% 13.415%
4 6.510 743 751 756 rBV 1816683 2938385 85.47% 13.801%
5 6.875 808 813 818 rBB 500493 605997 17.63%  2.846%

6 7.440 902 909 914 rBV 1315408 1925477 56.00% 9.044%
7 8.157 1025 1031 1036 rBV 608662 765552 22.27%  3.596%
8 9.234 1207 1214 1219 rBV 2596127 3438088 100.00% 16.148%
9 9

.910 1323 1329 1334 rBV 683902 845072 24.58%  3.969%
10 10.698 1456 1463 1468 rBV 1583386 2091707 60.84% 9.824%
11 11.392 1576 1581 1586 rBV 703882 883866 25.71% 151%

12 12.980 1845 1851 1856 rBV 2380183 3198428 93.03% 15.
13 14.027 2024 2029 2037 rBV 491678 612960 17.83%
14 15.145 2214 2219 2226 rBV 30978 43521 1.27%
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15 15.498 2272 2279 2283 rBV 295410 484605 14.10% 276%

16 15.968 2353 2359 2371 rVB 40692 70264 2.04% 0.330%

17 16.480 2436 2446 2459 rBV 37986 78943 2.30% 0.371%

18 17.074 2529 2547 2565 rBV4 40014 134632 3.92% 0.632%

19 17.786 2658 2668 2679 rBV 19315 53362 1.55% 0.251%
Sum of corrected areas: 21290723
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 16 Sep 2024 11:04
: RC/JU
: PB163318BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
BF139378.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M

Quant Title

TIC Library

: 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\BF091624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.246 2.49 ng 75418 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 26 (2.246 min): BF139378.D\data.ms (-18) (-) m/z 73.05 100.00%
3.0
5000 431
87.1
A Emanan e e
‘ JS ‘ 220 240 260
0‘w‘Hw‘Hw‘H«‘Hwwuw‘HW‘MW‘HW‘HWH‘WH‘WH‘WH“ m/z 43.10 50.05%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA B A
220 240 260
43.0 o
‘ 87.0 m/z 55.10 31.08%
O H’\\H‘\H\“\H\“\H\‘\\\\9‘9\\“\}\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl-
73.0
T
220 240 260
5000 m/z 87.10 28.15%
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol T
73.0 220 240 260
87.0 m/z 41.05 16.83%
5000 41.0 55.0
27.0
0 11, ‘ 112.0 129.0 A
HW‘H‘H‘w‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘_‘H‘H“ T A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.128 6.22 ng 188355 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 516 (5.128 min): BF139378.D\data.ms (-509) (-) m/z 43.10 100.00%
3.1
1
5000 59
AT A
‘ 83.0 1011 4.80 5.00 5.20 5.40
Ol bl e e tirs e M/z 59,10 51.75%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B LR B R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 15.74%
0 27\\\ il , 830 1010
\\‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.71%
41.0
27.‘0 ‘ 101.0
o N S £
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R AR
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.53%
5000 41.0
0 \H \‘ \‘ 1l 3.0 12w6'0 142.0 A _p 0N
e e e T e e e e e A A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\

Data File : B
Acqg On 01
Operator : R
Sample H
Misc

ALS vial : 3

Quant Method
Quant Title

TIC Library

Library Search Compound Report

F139378.D

6 Sep 2024 11:04
C/3u

B163318BL

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.969 2.90 ng 70264  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2359 (15.968 min): BF139378.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1

5000
‘ 16.00
7.1 :
o MUIFTT 2000 w4310 es.sa
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 T
16.00
m/z 71.10 54.37%
o070 2o
‘HH‘HH‘HH‘\H\’HH‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
A
16.00
5000 ITI/Z 85.10 43.86%
0 HHJHFR;970267033704070 491.0 562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane e s
57.0 16.00
m/z 55.10 25.50%
5000
7.0
ob LUl o0m0 2810 sea0 0 DLV
m/z--> 0 50 100150200250300350400450500550600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 4 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.480 3.26 ng 78943  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2446 (16.480 min): BF139378.D\data.ms (-2436) (- m/z 57.10 100.00%
57.1
5000
‘ 1650
1412 207.1 ;
0 HMJ‘WH‘ e -~ S— m/z 43.10  72.26%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
16.50
m/z 71.10 60.27%
obdd L H | 141 0183.0225.0 281.0 337.0 394.
\\‘\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298428: Eicosane, 9-octyl-
43.0
T /\\ T ‘ T ‘/'_\‘ \,\
16.50
5000 5.0 m/z 85.10 44 .14%
127.0 2380 |
ol LI HRrom80 BB T 0000
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- 0
57.0 16.50
m/z 55.10  28.34%
5000
239.0
oLl L mL ) %f‘%‘?%f%%?‘ “Pasr0z30 FYNATTY
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 5 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.074 5.56 ng 134632  Perylene-di2 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20ON2 006311-48-4 55
3 Heptacosane 380 C27H56 000593-49-7 42
4 Tetracosane 338 C24H50 000646-31-1 42
5 Hexacosane 366 C26H54 000630-01-3 42
Abundance Scan 2547 (17.074 min): BF139378.D\data.ms (-2529) (- m/z 57.10 100.00%
57.1
360.2
5000
152.1
=l e
2541 ‘ 17.00
ob— L Mh L ” “ Ak “ 208 ‘ ~ m/z 43.10 69.59%
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 wn NS LS L ey
17.00
0.0 m/z 360.20 64.40%
LU 101830 2540
0\\‘\\‘\“\“‘\H‘\d\“\““\‘\\\‘\\\\“\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.0
T
17.00
5000 ITI/Z 71.10 59.18%
152.0
77.0
o) - H‘“H “u“h‘ gl Ly %40 ‘2‘5‘?(‘)‘ I B
m/z--> 50 lOO 150 200 250 300 350
Abundance #287976: Heptacosane GO n
57.0 17.00
m/z 85.10 45.55%
5000
141.0
lso || mowsomsomroneo smor |
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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 6 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.786 2.20 ng 53362 Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 83
4 Octacosane 394 (C28H58 000630-02-4 83
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2668 (17.786 min): BF139378.D\data.ms (-2658) (- m/z 57.10 100.00%
57.1
5000
/‘\/\
13.1 207.0 17 50 18 00
281.1
ol L h“u,“m‘ b e ey M/Z 43.10 66.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 Ll l-opadnn
1750 1800
m/z 71.10 59.08%
0 ‘ il “\ u h u\ i 16\9 p . 225 0 281.0 380.0
\\\\‘ \\]\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
1750 1800
5000 m/z 85.10 1.52%
0 uh\ \‘h]\.] h h\ | \6\9 \0 il 2\2‘\5 .0 L ‘30‘90 3650 437'
e e e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0 1750 1800
m/z 55.10 7.33%
5000
0 ‘ ‘ “\ 1‘\\ h‘ \\ | ]769 0 225.0 295.0 367.0
A e e e S e e
m/z--> 50 100 150 200 250 300 350 400 1750 1800
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91624\
Data File : BF139378.D

Acqg On : 16 Sep 2024 11:04
Operator : RC/JU

Sample : PB163318BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091324.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... 2.246 2.5 ng 75418 1 6.875 605997 20.0
2-Pentanone, 4-... 5.128 6.2 ng 188355 1 6.875 605997 20.0
Heneicosane 15.969 2.9 ng 70264 6 15.498 484605 20.0
Octacosane 16.480 3.3 ng 78943 6 15.498 484605 20.0
Octadecane 17.074 5.6 ng 134632 6 15.498 484605 20.0
Heptacosane 17.786 2.2 ng 53362 6 15.498 484605 20.0
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