LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acqg On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc : SB-29-2-3-20230721

ALS Vvial : 13  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_ G\Methods\8270-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO58580.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.388 384 391 404 rBV 756089 1232249 46.40% 7.945%
2 6.986 652 663 678 rBv 733064 1306895 49.21% 8.427%
3 7.808 796 803 813 rVB 179688 306970 11.56% 1.979%
4 8.972 994 1001 1016 rBV 423064 789730 29.74% 5.092%
5 10.611 1270 1280 1289 rBV 245075 454260 17.11%  2.929%
6 13.079 1692 1700 1711 rBV 1164674 1817724 68.45% 11.721%
7 13.913 1836 1842 1854 rBV 179117 270548 10.19% 1.744%
8 14.460 1927 1935 1943 rBV 423028 650579 24.50%  4.195%
9 15.952 2182 2189 2204 rBV 956214 1526581 57.48% 9.843%
10 16.957 2353 2360 2363 rBV 21763 29631 1.12% 0.191%
11 17.203 2396 2402 2408 rBV 528293 791996 29.82% 5.107%
12 17.691 2481 2485 2491 rVB 24910 30263 1.14% 0.195%
13 18.091 2548 2553 2563 rBV 138736 240159 9.04%  1.549%
14 19.260 2745 2752 2764 rVB 38935 82792 3.12% 0.534%
15 19.371 2764 2771 2774 rBV5 32318 58787 2.21% ©.379%
16 19.624 2811 2814 2820 rVB 26362 36629 1.38% 0.236%
17 19.824 2842 2848 2855 rBV 2035047 2655666 100.00% 17.124%
18 21.105 3062 3066 3067 rBV 32037 35606 1.34% 0.230%
19 21.445 3117 3124 3131 rBV2 498800 880314 33.15% 5.676%
20 21.622 3151 3154 3160 rVB 29425 41368 1.56% 0.267%
21 22.198 3247 3252 3256 rBV 49495 82737 3.12% ©.533%
22 22.685 3329 3335 3350 rBv2 85609 257517 9.70% 1.660%
23 22.850 3360 3363 3370 rVB2 29969 51650 1.94% ©.333%
24 23.185 3414 3420 3430 rVB 166638 332685 12.53% 2.145%
25 23.608 3487 3492 3499 rVvB2 85957 180156 6.78% 1.162%
26 24.512 3636 3646 3657 rBV 356673 1004278 37.82% 6.476%
27 24.994 3723 3728 3739 rVB5 63250 152882 5.76% 0.986%

28 25.564 3818 3825 3835 rvB2 71254 208164 7.84% 1.342%

Sum of corrected areas: 15508816

8270-BG072823.M Thu Aug 03 ©3:32:09 2023 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc : SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG058580.D\data.ms
2000000
1500000
1000000
5.388 6.986
500000 8.972
7.808 10.611
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058580.D\data.ms
2000000 19.824
1500000
B.079
1000000 15.952
17.203 21.445
500000 14.460
13.913
18.091 22.68
. 16.957| 17.691 | 192@'1&39‘2} 21305 pL622 22198 "
T\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058580.D\data.ms
2000000
1500000
1000000
500000 24.512
23.185
850 23.608 24.994 25.564
e e e e e~
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG0O72823.M Thu Aug 03 03:32:10 2023 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.091 6.06 ng 240159  Phenanthrene-die 17.203
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 2553 (18.091 min): BG058580.D\data.ms (-2548) (- | m/z 73.00 100.00%
43.0 73.0
5000
129.0
213.2 R T
157 0185.1
LA ] men B
SESS | S HMﬂm‘wu‘_u‘_u‘_u‘_ww_u‘_m‘_us_ m/z 42.95 89.83%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 e :
129.0 18.00
213.0 m/z 60.00 89.48%
‘ H (ﬂ 157.0185.0 ‘
]\-ﬁ.‘o\\‘l\ HH\H \M\‘\ ‘H\‘\\\““\ \“”h “\H\H‘HH‘HH‘\‘\ \‘N‘HH‘\‘\H‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 IR I
18.00
5000 129.0 m/z 57.00 86.50%
185.0
228.0
ssol I U] ) 1150, | asno
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T I
73.0 18.00
m/z 55.00 68.20%
43.0
5000
129.0
1710 2140
101. O ‘
150, | LM -
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.685 5.85 ng 257517  Chrysene-d12 21.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 6a,12a-Dihydro-6H-(1,3)dioxolo(5... 284 C16H1205 076496-57-6 96
2 (6aR,12aR)-6a,12a-Dihydro-6H-[1,... 284 C16H1205 002035-15-6 95
3 Maackiain, acetate 326 C18H1406 002035-16-7 91
4 Dibenz[a,c]cycloheptane, 2,3,7-t... 284 C18H2003 054705-02-1 55
5 Coumaran-5,6-diol-3-one, 2-[4-me... 284 C16H1205 1000129-33-0 50

Abundance Scan 3335 (22.685 min): BG058580.D\data.ms (-3329) (- | m/z 284.00 100.00%

284.0
5000

162.0 e S
69.0

‘ | \ | 245.0 22.50 23.00
bl Huh‘\_uwm 3550 2850 533 m/z 283.00  27.62%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178457: 6a,12a-Dihydro-6H- (1 3)dioxolo(5,6)benzofuro(
284.

5000 T —
22.50 23.00
134.0 m/z 162.00 21.47%
69.0 97.0
\\\‘l‘\““\‘f J‘!‘M'\w‘“!\\}l\‘1‘\'\\““\L\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178460: (6aR,12aR)-6a,12a-Dihydro-6H-[1,3]dioxolo[4",
284.0
T T
22.50 23.00
5000 ITI/Z 285.00 18.70%
162.0
69.0 ’ \ l
‘ H;“J“L"ﬂ“ H““J‘\"‘M““LH\‘ s‘m R R R R RRRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231413: Maackiain, acetate Wiy T 7
284.0 22.50 23.00

m/z 134.00  18.27%

5000
43.0 162.0

m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Octadecanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.185 6.63 ng 332685 Perylene-d12 24.512
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 90
3 Eicosanal- 296 (C20H400 002400-66-0 90
4 17-Octadecenal 266 C18H340 056554-86-0 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 3420 (23.185 min): BG058580.D\data.ms (-3414) (- | m/z 57.00 100.00%

57.0
5000

111 —— .
H ﬂ || 1661 2561 3343 300.1 516. 23.00 2350
AT SRS 9988 99 2% m/z 43.00  74.92%
miz—-> 50 100 150 200 250 300 350 400 450 500
Abundance #158569: Octadecanal
43.0
96.0

23.00 23.50

m/z 82.00 70.54%

222 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123917: Hexadecanal
82.0

5000 e T

23i00 23i50
5000 m/z 55.00 63.06%
29.0
}‘ FPZ‘Ol%O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194557: Eicosanal- P e
82.0 23.00 23.50

m/z 83.00 50.62%

\‘_ “ﬁg 2080 2780 AML

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc : SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.608 3.59 ng 180156 Perylene-di12 24.512
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 3492 (23.608 min): BG058580.D\data.ms (-3487) (- | m/z 57.00 100.00%

57.0
5000

!
2350 2400

1601 2521

‘m““.mhuhwum,uH‘m“?"2‘5‘?””““2‘5"““”w?’?ﬁ”ﬁ" m/z 71.00  58.55%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0

5000 = e
23.50 24.00

m/z 43.00 47.92%

| } [113.0169.0225.0281.0  380.0
\\\\‘\\\\‘\\\f‘\\\\’\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262011: Pentacosane
57.0

T
23.50 24.00

5000 m/z 85.00 43,95%
i h | 169.0225.0281.0 3520
mwm‘ N R e AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane e —
57.0 23.50 24.00

m/z 55.00 21.69%

113.0
w |1 169.0225.0281.0338.0

L

\\\\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ T ‘ T T ‘ T

m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
BGO58580.D

2

Aug 2023 16:06

: MA/JU
: 03686-10

.13

Quant Method :

Quant Tit

TIC Libra

le

ry

Sample Multiplier: 1

SB-29-2-3-20230721

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 6 Oxirane, hexadecyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.994 3.04 ng 152882  Perylene-di12 24.512
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 62
2 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 58
3 Octadecanal 268 C18H360 000638-66-4 53
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 53
5 Eicosanal- 296 C20H400 002400-66-0 53

Abundance Scan 3728 (24.994 min): BG058580.D\data.ms (-3723) (- | m/z 57.00 100.00%
57.0
2000 LMJ\M
[ -
207.0 372.0 .
el L Mhﬂ”% T - 3"1‘29‘ A 44?1 : _53‘?" m/z 43.00  65.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 L
25.00
m/z 82.00 62.35%
‘\\\\‘ “ J\ \”“\F‘\\ll\“\‘\‘\\‘l\l\l\??\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275491: (Z2)-14-Tricosenyl formate
55.0
T
25.00
5000 m/z 96.00 56.73%
111.0
I TR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158566: Octadecanal —
43.0 25.00
m/z 97.00 54.63%
h N%MMVM”MWJ\WVWMMAWMN
il “ T 10002500
Baa _“w“u"H“H"W“w“u“u“u“_“w“u‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acq On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc : SB-29-2-3-20230721

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.564 4.15 ng 208164  Perylene-di12 24.512
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Nonadecane 268 C19H40 000629-92-5 81
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 3825 (25.564 min): BG058580.D\data.ms (-3818) (- | m/z 57.00 100.00%
57.0

5000

:

s
208.0 281.0 3551 4451 534. 9
,‘H‘p$$wwﬂwpun‘wwufum“u‘w“u‘u“_‘u“u“ m/z 71.00 59.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 = :
25.50
m/z 43.00 48.89%
Ll RRT0 197.0 2810 394.0

N A Y Ly
LA LA LA L L L B B I L L L BN BRI

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194589: Heneicosane
57.0

-

T
25.50
5000 m/z 85.10 42.08%

296.0

| i

m/z--> 6 5‘0 160 1E‘>0 260 25‘0 360 3%0 460 4%0 560 |
Abundance #262013: Pentacosane o
57.0 25.50
m/z 55.00 22.51%

.

5000

3

LIPS 2110 ses0ss20

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080223\
Data File : BG@58580.D

Acqg On : 2 Aug 2023 16:06

Operator : MA/JU

Sample : 03686-10 :
Misc : SB-29-2-3-20230721

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
n-Hexadecanoic ... 18.091 6.1 ng 240159 4 17.203 791996 20.0
6a,12a-Dihydro-... 22.685 5.8 ng 257517 5 21.445 880314 20.0
Octadecanal 23.185 6.6 ng 332685 6 24.512 1004280 20.0
Heptacosane 23.608 3.6 ng 180156 6 24.512 1004280 20.0
Oxirane, hexade... 24.994 3.0 ng 152882 6 24.512 1004280 20.0
Octacosane 25.564 4.2 ng 208164 6 24.512 1004280 20.0
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