LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : @3 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc :

ALS vial : 5 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135546.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.375 555 559 575 rBV 229635 308277 6.29% 1.813%
2 6.392 729 732 744 rBV 251400 312567 6.38% 1.839%
3 6.734 787 790 797 rBV 1033614 993015 20.27% 5.841%
4 7.304 884 887 895 rBV 182001 197816 4.04%  1.164%
5 8.016 1001 1008 1014 rBV 1573018 1284729 26.23% 7.557%

6 9.092 1187 1191 1195 rBV 425882 328951 6.72%  1.935%
7 9.175 1200 1205 1207 rBV 56206 56523 1.15% ©.332%
8 9.769 1303 1306 1310 rVB 1321467 1183186 24.16% 6.960%
9 10.569 1439 1442 1446 rBV 112575 114646 2.34% 0.674%
10 10.680 1458 1461 1466 rBV2 79188 124843 2.55% 0.734%
11 10.886 1491 1496 1499 rBV5 32952 50724 1.04% 298%
12 11.157 1540 1542 1549 rVB 55892 57642 1.18% 339%

13 11.263 1557 1560 1563 rBV 1244207 1033085 21.09%
14 11.810 1645 1653 1664 rVB 2283604 3502246 71.50% 2
15 12.457 1759 1763 1765 rBV3 45023 65221 1.33%
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16 12.492 1765 1769 1771 rBV2 271889 371989 7.59%
17 12.598 1780 1787 1797 rVB 2989574 4898142 100.00% 28.
18 12.716 1805 1807 1812 rVB2 81506 91045 1.86%
19 12.857 1828 1831 1838 rVB 310536 280516 5.73%
20 13.921 2008 2012 2015 rBV 873496 784355 16.01%
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w
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21 15.386 2257 2261 2267 rBV 518525 686652 14.02%
22 16.480 2443 2447 2455 rVB3 152807 273591 5.59% 1.609%
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()
w
O
R

Sum of corrected areas: 16999761
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Oct 2023 17:27
¢ CG\JU
: 04666-01 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
BF135546.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->

TIC: BF135546.D\data.ms
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TIC: BF135546.D\data.ms
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TIC: BF135546.D\data.ms

13.921
15.386

16.480

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.680 2.42 ng 124843  Phenanthrene-di10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1461 (10.680 min): BF135546.D\data.ms (-1458) (- m/z 57.05 100.00%

57.0
5000

-
10.50 11.00
11331 1691 244.1
ol AL, u‘ L2891 20602481 43 00 73.57%

m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0

5000 — e
10.50 11.00

m/z 71.00 58.38%

99.0
0 \‘ ol n\ , 1410 1830 240.0
T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0

T
10.50 11.00

5000 m/z 41.05 36.98%
el S e T e
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- T T
57.0 10.50 11.00

m/z 85.05 35.58%

B W
99 0 183.0
| m 1410 310,

m/z--> 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.810 67.80 ng 3502250  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1653 (11.810 min): BF135546.D\data.ms (-1645) (- m/z 43.10 100.00%
43.1 ,73.0
5000
129.1
== ==
H‘ ‘ 171.1 ‘ 2561 11.50 12.00
o — ‘;“, 119 T S A Wt m/z 60.00 94.03%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e 3
43.0 73.0 256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 73.00 91.39%
H ‘ 171.0 ‘
SIS I 1 0 O P N
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— ==
11.50 12.00
5000 129.0 m/z 57.10 81.38%
‘ 199.0 2420
oL ‘L‘ H’ h!\ “HM\‘\‘ Mhu\ M\‘u} “‘ ‘]"‘Bﬂ‘q“ ‘i S “\‘ —
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid o= —
e
43.0 73.0 11.50 12.00
m/z 55.10 73.00%
5000 129.0
171.0
Ll L2
0! h! “H‘\“\‘H“\ {‘H\‘h} ‘\ ‘m\‘ i “‘ ‘ “‘ — = =
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Linoelaidic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.492 7.20 ng 371989  Phenanthrene-d10 11.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Linoelaidic acid 280 C18H3202 000506-21-8 98
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 83
3 1,12-Tridecadiene 180 C13H24 021964-48-7 80
4 1,11-Dodecadiene 166 C12H22 005876-87-9 78
5 Cyclodecene, (Z)- 138 C10H18 000935-31-9 64
Abundance Scan 1769 (12.492 min): BF135546.D\data.ms (-1765) (- m/z 67.05 100.00%
67.0 202.1
5000
09.0 T
50.0 ‘H 241.2 280.1 12:50
0 e A m/z 202.05  94.84%
m/z--> 0 50 100 150 200 250
Abundance #173566: Linoelaidic acid
67.0
5000 1
12.50
29.0 09.0 m/z 55.00  90.04%
280.0
0- . \HH“ ‘Hh‘ \“h“‘\“ﬁ‘l-is“}‘o.\o‘\ \19\5‘0\ L 1‘ T
miz--> 0 50 100 150 200 250
Abundance #173582: 9,12-Octadecadienoic acid (Z,2)-
67.0
T
12.50
5000 m/z 41.05 78.19%
29.0 09.0
280.0
0l “ “ \‘\ ‘H“‘m ‘Hhm‘ \&5\6'91"8‘2"0‘ ?2‘2"0‘ I } :
m/iz--> 0 50 100 150 200 250
Abundance #54996: 1,12-Tridecadiene -
55.0 12.50
m/z 81.05 74.04%
5000
95.0
N N N -
m/z--> 0 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.598 124.90 ng 4898140  Chrysene-di12 13.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1787 (12.598 min): BF135546.D\data.ms (-1780) (- m/z 43.10 100.00%
43.1
73.0

5000

.

185.1
2412 284.3 12.50 13.00

O m/z 57.10  84.94%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.0

5000 = ;
185.0 241.0 12.50 13.00
m/z 60.00 83.45%
O T \U‘\‘\“H\‘\!wh“‘\‘\”m\“\M\‘\\“HH‘HH‘HH“HH‘\‘H\“H\‘\‘HH‘\‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
—T —
12.50 13.00
5000 129.0 m/Z 73.00 79.50%

171.0 2130 256.0

0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid : : —
73.0 12.50 13.00

m/z 55.05 71.32%

43.0
5000
129.0
185.0 228.0
“ ‘\ 1 u‘ H“ HM‘ h“ M‘\ L ‘ ‘ : , -

0“Hﬂcu"HwH‘wH‘wH‘WH‘WH‘WHH‘HH‘HH‘HH‘HH‘HH ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

-

8270-BF091123.M Wed Oct 04 15:45:17 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 17.alpha.(H),21.beta.(H)-Ho... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.480 7.97 ng 273591  Perylene-di2 15.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 90
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 59
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 47
4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 43
5 2,4,7-Pteridinetriamine, 6-methyl- 191 C7H9N7 017539-50-3 43
Abundance Scan 2447 (16.480 min): BF135546.D\data.ms (-2443) (-] ' m/z 191.10 100.00%
191.1
5000 95.1
‘ m 1650
259 13141 397 3 :
ok H ‘ ‘HI‘HM ‘H‘M b p AL SR AT /s 9510 48.10%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
69.0
5000 1
123.0 16.50
m/z 69.10 34.07%
\ ‘ 412.0
Ot ‘ “r“ \M‘\LJ \“\”l\ lhl \‘\ ! I‘\ l r‘\z?wgwow \3[1\3\(\)\3F\3\(\)\“ \‘l\ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
e
16.50
5000 m/z 81.10 29.72%
109.0
“ 398.0
260.0
o‘H_wm“\““‘w‘u Mme‘?’??:O‘w“\ww
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82741: .beta.-iso-Methyl ionone ——
191.0 16.50
m/z 192.10 25.55%
500028.0
135.0
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100323\
Data File : BF135546.D

Acqg On : 03 Oct 2023 17:27
Operator : CG\JU

Sample : 04666-01 10X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Heptadecane 10.680 2.4 ng 124843 4 11.263 1033090 20.0
n-Hexadecanoic ... 11.810 67.8 ng 3502250 4 11.263 1033090 20.0
Linoelaidic acid 12.492 7.2 ng 371989 4 11.263 1033090 20.0
Octadecanoic acid 12.598 124.9 ng 4898140 5 13.921 784355 20.0
17.alpha.(H),21... 16.480 8.0 ng 273591 6 15.386 686652 20.0
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