LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32725\
Data File : BF142116.D

Acqg On : 27 Mar 2025 10:04
Operator : RC/JU

Sample : PB167321BL

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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142116.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.104 505 512 523 rBV 193464 320771 4.87% 0.974%
2 5.493 572 578 584 rBV 2637560 3713484 56.35% 11.277%
3 6.498 742 749 754 rBV 2429290 3647315 55.34% 11.076%
4 6.869 807 812 825 rVB 632179 778090 11.81% 2.363%
5 7.434 901 908 922 rBV 1734102 2523549 38.29% 7.663%

.151 1024 1030 1049 rBV 752605 1021943 15.51%  3.103%
.228 1206 1213 1218 rBV 4103718 5340803 81.04% 16.219%
.904 1323 1328 1349 rVB 926319 1242705 18.86% 3.774%
10.698 1457 1463 1492 rBV 2963040 3898697 59.16% 11.839%
10 11.392 1576 1581 1589 rBV 1013899 1328005 20.15% 4.033%

O O 0

11 12.980 1845 1851 1857 rBV 4908184 6590225 100.00% 20.013%

12 14.033 2025 2030 2040 rBV 715296 954173 14.48%  2.898%
13 15.510 2275 2281 2295 rVB 564226 977978 14.84%  2.970%
14 15.980 2355 2361 2373 rVB 48985 97519 1.48% ©.296%
15 16.492 2442 2448 2459 rVB 51184 108164 1.64% ©.328%

16 17.127 2545 2556 2580 rVB4 74877 386800 5.87% 1.175%

Sum of corrected areas: 32930221
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Mar 2025 10:04
: RC/JU
: PB167321BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@032725\
BF142116.D

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF142116.D\data.ms
4000000
3000000
5.493
6.498
2000000 7.434
1000000
6.869
5.104
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF142116.D\data.ms
12.980
9.228
4000000
3000000 10.698
2000000
11.392
9.904
1000000 8.151
0 T 7 ( “ R T L T B — — =
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142116.D\data.ms
4000000
3000000
2000000
1000000
14.033 15.510
0 15.980 16.492 17.127
T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32725\
Data File : BF142116.D

Acqg On : 27 Mar 2025 10:04
Operator : RC/JU

Sample : PB167321BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.104 8.25 ng 320771 1,4-Dichlorobenzene-d4 6.869

Hit# of 5 Tentative ID MW MolForm CASH# 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 Acetone 58 C3H60 000067-64-1 10
5 Butane 58 C4H10 000106-97-8 9
Abundance Scan 512 (5.104 min): BF142116.D\data.ms (-505) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
| “ 83.0 ‘ 4.80 5.00 5.20 5.40 .
R A m/z 59.10  66.44%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B R LR R |
59.0 4.80 5.00 5.20 5.40
m/z 101.10 25.70%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR A RRRE
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 16.12%
ol L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate e mam e A RRAR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.72%
5000
58.0
1§0 " ‘ 100.0
O o L e S AR A S R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32725\
Data File : BF142116.D

Acqg On : 27 Mar 2025 10:04
Operator : RC/JU

Sample : PB167321BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.492 2.21 ng 108164  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2448 (16.492 min): BF142116.D\data.ms (-2442) (] ' m/z 57.10 100.00%
57.1
5000 &NW\/MV/\xANVJwa
13.1 LT
16.50
183.1 281.1
0“‘L‘ mkﬂ MLM "“p‘u\‘u““‘?éaq“““‘ m/z 71.10 74.68%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 R
16.50
m/z 85.10 54.66%
130
O ‘ n‘\ 1“\ \ h \‘ \‘ “6‘9 P i 225 0 281 0 33\8 0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
——
16.50
5000 m/z 43.10 53.12%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T
57.0 16.50
m/z 55.05 26.52%
b LVWNN/WVN/\NVWA/VﬁVx
0 ‘ ‘ h\ h ul \\ d 169 0 225.0 296.0
““‘H“““ R e i B B S ——
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32725\
Data File : BF142116.D

Acqg On : 27 Mar 2025 10:04
Operator : RC/JU

Sample : PB167321BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 (1,1'-Biphenyl)-4,4'-diamin... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.127 7.91 ng 386800 Perylene-d12 15.509
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 58
3 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 52
4 Androst-4-ene-3,17-dione, 12-hyd... 360 C21H32N203 069688-31-9 50
5 1,3,2-Dioxaborolane, bis(spiro[4... 360 C20H13B06 1000150-23-7 50
Abundance Scan 2556 (17.127 min): BF142116.D\data.ms (-2545) (-} | m/z 360.20 100.00%
360.2
5000 1520 j\¥
b e
77.0 ‘ 254.1 17.00 17.50
ol ey g‘ A2 T b mjz 152.00  37.56%
miz--> 50 100 150 200 250 300 350
Abundance #270193: (1,1'-Biphenyl)-4,4'-diamine, N,N'-bis(phenylme
360.(
5000 1% v -
152.0 17.00 17.50
77.0 m/z 361.20 29.93%
ol MHH ‘\“\\h‘ ) ‘\h‘\‘\h‘\m er ‘9 : ‘2‘5‘?‘(‘) e
miz--> 50 100 150 200 250 300 350
Abundance #269506: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-h
360.(
vl e
17.00 17.50
5000 m/z 359.15 25.49%
207.0
s 19 120100 | a0 sisg |
m/z--> 50 lOO 150 200 250 300 350
Abundance #270187: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl —5 e
360.( 17.00 17.50
m/z 179.10 21.32%
5000
180.
oL 390 780 1290 890 ps002840
e e e e —r S
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32725\
Data File : BF142116.D

Acqg On : 27 Mar 2025 10:04
Operator : RC/JU

Sample : PB167321BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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-... 5.104 8.3 ng 320771 1 6.869 778090 20.0
Tetracosane 16.492 2.2 ng 108164 6 15.509 977978 20.0
(1,1'-Biphenyl)... 17.127 7.9 ng 386800 6 15.509 977978 20.0
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