LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126584.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 492 496 503 rBB 21872 30729 1.14% 0.166%
2 5.392 557 562 565 rBV 2347727 2510884 93.52% 13.589%
3 6.410 729 735 738 rBV 2246248 2512577 93.59% 13.598%
4 6.769 792 796 799 rBV 634077 517944 19.29% 2.803%
5 7.334 886 892 895 rBV 1656723 1711362 63.74% 9.262%

6 8.051 1009 1014 1017 rBV 851871 728381 27.13%  3.942%
7 9.133 1192 1198 1201 rBV 2658441 2684799 100.00% 14.530%
8 9.810 1308 1313 1316 rBV 892232 781295 29.10%  4.228%
9 10.604 1443 1448 1451 rBV 1602925 1641798 61.15%  8.885%
10 11.292 1561 1565 1569 rBV 836601 777612 28.96%  4.208%
11 12.710 1803 1806 1809 rBB 63272 49378 1.84% ©.267%
12 12.892 1831 1837 1840 rBV 2568588 2636172 98.19% 14.267%
13 13.415 1923 1926 1930 rBV 40791 38330 1.43% 0.207%
14 13.939 2011 2015 2019 rBV 716676 625271 23.29%  3.384%
15 14.039 2025 2032 2040 rBV 29944 39537 1.47% ©.214%
16 14.727 2145 2149 2153 rBV 50231 50428 1.88% 273%
17 15.057 2201 2205 2211 rVB 67458 78467 2.92% 425%

18 15.392 2256 2262 2265 rBV 400616 480616 17.90%

OO NOO®
o)}
[
e
I

19 15.427 2265 2268 2273 rVB 86466 105005 3.91% 568%
20 15.851 2334 2340 2349 rBV 69994 102546 3.82% 555%
21 16.339 2417 2423 2431 rBV2 56371 96479 3.59% 0.522%
22 16.686 2472 2482 2501 rVB4 22847 104648 3.90% 0.566%
23 16.909 2513 2520 2527 rBV3 34342 69902 2.60% 0.378%
24 17.592 2626 2636 2643 rBV3 27085 69760 2.60% 0.378%
25 18.392 2766 2772 2779 rVB5 13837 33816 1.26% 0.183%
Sum of corrected areas: 18477736
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\

BF126584.D

: 11 Jan 2022 10:55
Ju/CG

: PB141938BL

: 3  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: 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\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.727 2.10 ng 50428  Perylene-d12 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Hexacosane 366 C26H54 000630-01-3 74
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 2149 (14.727 min): BF126584.D\data.ms (-2145) (-] m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Heptadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.057 3.27 ng 78467  Perylene-di12 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2205 (15.057 min): BF126584.D\data.ms (-2201) (- m/z 57.05 100.00%
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9.1 R T
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““‘ I L B o
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane & ey B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 3 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.851 4.27 ng 102546  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2340 (15.851 min): BF126584.D\data.ms (-2334) (- m/z 57.05 100.00%
57.0
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1550  16.00
41. 208.0 : :
\\\\L““\“h‘ i “‘\“\]‘T\\‘ ‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\ m/Z 71.10 68.31%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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, 2-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.339 4.01 ng 96479  Perylene-di12 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2423 (16.339 min): BF126584.D\data.ms (-2417) (-,

m/z 57.05 100.00%

57.0
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= —
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A ‘H”h“ e m/z 71.10 75.50%
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\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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Abundance #307033: Octacosane, 2-methyl-
57.0
Pl T e T
16.00 16.50
5000 ITI/Z 43.05 54.92%
A LULTTT 3690 2250 210 ses0
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane I —
57.0 16.00 16.50
m/z 99.10 21.47%
5000
LT 2890 2250 2610 aaro 422
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8270-BF122921.M Wed Jan 12 01:18:07 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.686 4.35 ng 104648  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1,1'-Biphenyl)-4,4'-diamine, N,... 360 C26H20N2 006311-48-4 90
2 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 53
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 50
4 Jaceidin 360 C18H1608 010173-01-0 50
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 50

Abundance Scan 2482 (16.686 min): BF126584.D\data.ms (-2472) (1 m/z 360.10 100.00%
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T \“‘ T \‘\“\ ‘ ‘\ \‘\ \“ T \‘\ T “\ L “\ T \“\ ‘ L ‘ T m/z 152.06 33.284
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Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
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—— MHH ‘\“\\h‘ k ‘\h‘\‘d‘\m ‘\‘\‘h‘ #40 ‘Z‘S‘ﬁ‘(‘)‘ R “
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Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h

360.(
—
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5000 m/z 361.10 28.62%
207.0

670 12301646 ‘

m/z--> 50 100 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl T
360.( 1650 17.00

m/z 179.05  22.02%
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30.0 780 1200 870 2400 284.0 4
—

T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Tetracosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.909 2.91 ng 69902  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 2520 (16.909 min): BF126584.D\data.ms (-2513) (-]
57.0

m/z 57.00 100.00%

e MJ\M
99.1 Lo
‘\ [ A 2070 gm0 it
mw R m/z 71.80  66.92%
mi/z--> 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000
17.00
99.0 m/z 85.10 55.76%
1\5'\0‘\ ‘h H‘ h‘ h‘ \H‘ \% “ ?\ ]‘\-8\3\0‘ \22\5\()\ ‘ T \2?6‘.0\ L
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
17.00
5000 m/Z 43.00 47.29%
99.0
‘ L H\ H H‘ A ]\-41.0 183'0 268'0
T A B T L B o e e e e
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane 7
57.0 17.00
m/z 55.05 19.80%
5000
99.0
||, 14101830 2250 2670 338
“““ T B e RN R —
m/z--> 100 150 200 250 300 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 7 Sulfurous acid, 2-propyl tr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.592 2.90 ng 69760 Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
3 Tetratetracontane 619 C44H90 007098-22-8 80
4 Hentriacontane 437 C31He64 000630-04-6 80
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2636 (17.592 min): BF126584.D\data.ms (-2626) (- m/z 57.05 100.00%

57.0
5000
T T
|70 209.0 17.50
\\\\‘\l‘\\’\\“\\“\\\\"\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 71.16 66.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0
5000 Mhnmw ghay MWM
17.50
m/z 43.00 58.47%
1.0
\\“\ ‘\M\\\\f’.\u\h\f‘]\-\sa"q\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #310570: Heptacosane, 1-chloro-
57.0
T T
17.50
5000 ITI/Z 85.10 51.05%
| ‘ \ J 127.0196.0 273.0343.0 414.0
e e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347239: Tetratetracontane
57.0 17.50
m/z 55.00 23.00%
- MMW/\WMMM
27.0
LT 197.0267.0 350042104900 6184
e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@11122\
Data File : BF126584.D

Acqg On : 11 Jan 2022 10:55
Operator : JU/CG

Sample : PB141938BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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|
Nonadecane 14.727 2.1 ng 50428 6 15.392 480616 20.0
Heptadecane 15.057 3.3 ng 78467 6 15.392 480616 20.0
Heneicosane 15.851 4.3 ng 102546 6 15.392 480616 20.0
Octacosane, 2-m... 16.339 4.0 ng 96479 6 15.392 480616 20.0
(1,1'-Biphenyl)... 16.686 4.3 ng 104648 6 15.392 480616 20.0
Tetracosane 16.909 2.9 ng 69902 6 15.392 480616 20.0
Sulfurous acid,... 17.592 2.9 ng 69760 6 15.392 480616 20.0
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