LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41255.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 365 371 382 rBV 279401 424299 21.97%  2.930%
2 6.975 638 644 656 rBv 262181 433198 22.43% 2.991%
3 7.792 776 783 792 rBV 485962 746738 38.66% 5.157%
4 8.969 976 983 993 rBV 160613 276553 14.32%  1.910%
5 10.598 1252 1260 1269 rBV 631523 1048714 54.30% 7.242%

6 12.192 1519 1531 1540 rBV 6765 25193 1.30% ©
7 13.074 1675 1681 1691 rVB 455990 670909 34.74%  4.633%
8 14.339 1882 1896 1909 rBV 190441 583887 30.23% 4
9

032%

14.463 1911 1917 1933 rVB 982752 1465549 75.88% 10.120%

10 14.886 1982 1989 2000 rBV2 32465 73822 3.82% ©@.510%
11 15.257 2047 2052 2056 rBV4 9568 19790 1.02% ©0.137%

12 15.962 2166 2172 2182 rBV 358333 530863 27.49%  3.666%
13 17.221 2380 2386 2397 rBV 1259456 1754024 90.82% 12.112%
14 18.121 2534 2539 2550 rBV 511126 888193 45.99% 6.133%
15 18.668 2628 2632 2638 rBV7 16236 24894  1.29% 0.172%

16 19.262 2730 2733 2735 rBV3 15194 21892 1.13% o
17 19.403 2752 2757 2772 rBV 284577 549861 28.47% 3
18 19.856 2829 2834 2843 rBV 881397 1094478 56.67%  7.558%
19 21.427 3096 3101 3108 rBV 1525779 1916996 99.26% 13
20 23.797 3498 3504 3516 rVB 979095 1931329 100.00% 13

Sum of corrected areas: 14481182
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM041255.D\data.ms
1500000
1000000
10.598
500000 7792
5.369 6.975
8.969
0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM041255.D\data.ms
1500000
17.221
1000000 14.463 19.856
13.074
500000 15.962
14.33
12.192 14.886 5 257
R A B L A o o e e e e e e e e e e e A e A S S A LA LA S
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM041255.D\data.ms
21.427
23.797
1500000
1000000
500000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 D-Allose Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.339 7.97 ng 583887  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Allose 180 C6H1206 002595-97-3 90
2 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 72
3 Heptanoic acid 130 C7H1402 000111-14-8 64
4 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 53
5 Butanoic acid 88 C4H802 000107-92-6 53
Abundance Scan 1896 (14.339 min): BM041255.D\data.ms (-1882) (- | m/z 60.00 100.00%
60.0
5000 JL\
14‘06 5.4‘56
98.0 : :
o‘u_quﬂhu‘_uuwuwu?ﬂﬁgwﬁﬁ%?‘HH_HWHH_%§%4 m/z 57.00 40.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #55180: D-Allose
60.0
5000 = —
14.00 14.50
m/z 73.00 33.02%
98.0
O \H‘HH“HU‘HM“H \‘\\‘H“‘HH‘H]\-ﬁﬁl\o\’\]\_\s\e.g\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
= —
14.00 14.50
5000 m/z 43.00 18.52%
29.0
98.0
Ol Al e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15393: Heptanoic acid “ T
60.0 14.00 14.50
m/z 42.00 18.38%
5000
27.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.121 10.13 ng 888193  Phenanthrene-di10 17.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2539 (18.121 min): BM041255.D\data.ms (-2534) (- | m/z 73.00 100.00%
73.0

5000
128.9

N

213.1 = ‘ ‘
171.1 ‘ 256.1 18.00 18.50
L ‘

L8408 sp.ee 77.86%
/2> 100 150 200 250 300 350

Abundance #143510: n-Hexadecanoic acid

36L
50
60.0
5000 129.0 1 1
18.00 18.50
m/z 43.00 75.59%

0 \‘\H‘h“\ JH‘\‘ m

%

171.0 213.0 256.0

0 L B B B B B T LA
m/z--> 50 100 150 200 250 300 350
Abundance

~
w
o

T : ‘
18.00 18.50

5000 ITI/Z 55.00 60.64%
129.0
29.0 185.0 228.0
0 b e e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid T 7
73.0 18.00 18.50
m/z 41.00 60.18%
5000 129.0
29 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.403 5.74 ng 549861 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 2757 (19.403 min): BM041255.D\data.ms (-2752) (- | m/z 73.00 100.00%
73.0
5000 129.0 JL
185.1 2412 ——
‘ ‘ 284.1 19.50
0 b b b L3429 43 00 87.90%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 R
129.0 19.50
m/z 60.00 78.59%
29. 185.0 541 284.0
0 \Hh“‘ ‘M\M \‘ T T \‘ \“\ “ T \“‘ T \“\ LA
miz--> 50 100 150 200 250 300 350
Abundance
43.0
—
19.50
5000 m/z 57.05 68.74%
bs0 129.0 242.0
) 199.0
oLl
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 55.00 65.26%
5000
129.0
29. 185.0 228.0
0 {ML‘H} “ i \‘\u“ “\‘ \‘ — ‘\‘ L LA o . ‘ .
m/z--> 50 100 150 200 250 300 350 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80323\
Data File : BM@41255.D

Acqg On : 03 Aug 2023 10:11
Operator : MA/JU

Sample : PB154308BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
D-Allose 14.339 8.0 ng 583887 3 14.463 1465550 20.0
n-Hexadecanoic ... 18.121 10.1 ng 888193 4 17.221 1754020 20.0
Octadecanoic acid  19.403 5.7 ng 549861 5 21.427 1917000 20.0
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