LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS Vvial : 16 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-BM042722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35165.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 323 328 334 rBV 68759 102850 1.48% 0.230%
2 5.481 400 407 416 rBV 2530468 3586474 51.75% 8.022%
3 7.075 670 678 688 rBV 2358248 3665834 52.90% 8.200%
4 7.904 811 819 826 rBV 556608 859581 12.40%  1.923%
5 9.063 1007 1016 1031 rBV 1432672 2369824 34.20% 5.301%

6 10.704 1288 1295 1303 rBV 693672 1145895 16.54%
7 13.169 1707 1714 1728 rBV 3435598 4978244 71.84% 11.
8 13.998 1850 1855 1860 rBV 62228 95144  1.37%

9 14.539 1941 1947 1955 rBV 988181 1479560 21.35%
10 16.027 2194 2200 2217 rBV 2852651 3935789 56.79%
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R

11 16.210 2226 2231 2235 rVB 64012 76667 1.11%
12 17.186 2391 2397 2400 rBV 90656 125766 1.81%
13 17.286 2405 2414 2420 rVV 1187955 1715978 24.76%

OO wWoeoe
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w
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14 17.345 2420 2424 2427 rW 68270 93764 1.35% 210%
15 17.386 2427 2431 2439 rVB3 36385 76281 1.10% 171%
16 18.127 2552 2557 2562 rBV 93114 131059 1.89% 0.293%
17 18.192 2562 2568 2578 rBV 781356 1100549 15.88%  2.462%
18 18.486 2614 2618 2626 rBV 60468 102884 1.48% ©0.230%
19 19.321 2756 2760 2761 rBV2 71935 86479 1.25% 0.193%
20 19.345 2761 2764 2766 rBV2 108770 119742 1.73% 0.268%
21 19.462 2780 2784 2801 rBV 322604 522371 7.54% 1.168%
22 19.721 2824 2828 2840 rBV2 312668 425872 6.15% ©.953%

23 19.909 2855 2860 2866 rVB 5959068 6929900 100.00% 15.501%

24 21.186 3073 3077 3084 rVB 712812 914584 13.20%  2.046%
25 21.386 3108 3111 3116 rBV 265598 294346  4.25% ©.658%

26 21.468 3120 3125 3132 rVB 1575960 2045884 29.52%
27 22.092 3228 3231 3242 rBV3 167387 344204  4.97%
28 23.850 3524 3530 3539 rVB2 1032509 2066127 29.81%
29 24.574 3648 3653 3668 rVB 320391 777870 11.22%
30 25.815 3859 3864 3875 rVB2 367807 924850 13.35%
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R

31 26.462 3968 3974 3984 rVB 370556 985961 14.23%
32 28.744 4355 4362 4376 rVB4 760445 2626170 37.90% 5.874%

N
N
[
%
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Sum of corrected areas: 44706503
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 19 May 2022 22:47
: CG/IU
: N2871-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
BM@35165.D

P017-SS001-0006-01

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BM035165.D\data.ms

5.481 7.075

9.063

7.904 10.704

- 5.016

Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

TIC: BM035165.D\data.ms
19.909

13.169
16.027

17.286

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

14.539 18192
ﬂé’l' 9.721
13.998 16.210 17 HReEs 18.1218.486 g
I

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BM035165.D\data.ms

28.744

24.574 25815 26.462

22.092

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 10
R.T. EstConc Area Relative to ISTD R.T.
5.016 2.39 ng 102850 1,4-Dichlorobenzene-d4 7.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 47
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 36
5 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 33

Abundance Scan 328 (5.016 min): BM035165.D\data.ms (-323) (-) m/z 43.00 100.00%

43.0
5000
1011 I L L B I
‘ ‘ ) 4.60 4.80 5.00 5.20 5.40
b L 2070 2810 59 19 52.63%
miz--> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L LA B R
4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.28%
101.0
T T ‘M\‘ ‘\H‘ ‘h\ T \‘ T “‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #117729: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0
Rmaas AR REET
4.60 4.80 5.00 5.20 5.40
5000 117.0 m/z 58.60  13.44%
29.0
I 21 1 I
miz--> 50 100 150 200 250
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester T T T T T
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 12.51%
5000
101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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.
18.192 12.83 ng 1100550  Phenanthrene-d10 17.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 2568 (18.192 min): BM035165.D\data.ms (-2562) (-  m/z 43.05 100.00%

43.0
5000 129.0
3.0 213.2
o e
‘ 171 256.1 18.00 18.50
ob— g das ‘ ] M Al “u 2809 myz 73.00 99.35%
mlz--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ‘ T T ‘ T
18.00 18.50
171.0 213.0 256.0 m/z 59.95 89.29%
HH“‘ w‘\\h“‘\‘\‘\\‘\‘h‘\ ‘\“‘ ““‘\‘ ““\H“\HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
P -~
18.00 18.50
5000 129.0 m/z 41.85  86.17%
29. ‘ 185.0 547 284.0
g T
miz--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid == T
73.0 18.00 18.50
m/z 55.05 74.26%
5000 129.0
29.0
‘ 199.0 2420
AT 10 N o N Y | [N
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@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 7
R.T. EstConc Area Relative to ISTD R.T.
19.462 5.11 ng 522371 Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 2784 (19.462 min): BM035165.D\data.ms (-2780) (- m/z 43.10 100.00%

43.1
5000
129.0
83.1
185.1  241.2 T
‘ ‘ 284.3 19.50
0 gl bt L L BAL s 73 00 77.22%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
500008.0 284.0 ——
1850 2410 19.50
m/z 41.10 76.66%
m“u‘ww\’\‘ ‘L A \‘ Ll - i S
m/z--> 50 100 150 200 250 300
Abundance #46966: n-Decanoic acid
73.0
—
129.0 19.50
5000 m/z 57.10 70.34%
N ) VTR
m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid T
73.0 19.50
m/z 55.05 69.68%
129.0 256.0
5000
213.0
24 L
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.721 4.16 ng 425872  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 92
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
4 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 86
5 Pentadec-7-ene, 7-bromomethyl- 302 C16H31Br 1000259-58-5 84
Abundance Scan 2828 (19.721 min): BM035165.D\data.ms (-2824) (- m/z 43.10 100.00%
3.1
5000 97.0 jMw
213.1 U LT
19.50 20.00
“‘ 152.0 264.3
0 MM“““““““‘ byl L. oepsisl 4290 nyz 41.5  81.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
55.0
5000 — ——
110 19.50 20.00
‘ : m/z 55.05 67.48%
T \“1“ “\“\ \H‘\““ 1\]‘-‘6\7\.\()\ ‘ TTTT ‘ T \:\3(‘)\8.\()\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #123696: Cyclopentadecanone, 2-hydroxy-
55.0
—— —
19.50 20.00
5000 m/z 57.10 61.05%
10.0
180.0
AMARAALLCIOD pa00
miz--> 50 100 150 200 250 300 350 400
Abundance #155962: Z-5-Nonadecene —— —
55.0 19.50 20.00
m/z 97.05 45.17%
5000 111.0
266.0
13080 2210 S
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 2- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.186 8.94 ng 914584  Chrysene-di12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 96
2 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3077 (21.186 min): BM035165.D\data.ms (-3073) (- m/z 43.10 100.00%

43.1
5000 1h11
— —
‘ ‘ ‘ 168.1 2811 ‘ 21.00 21.50
obr M 0P 034l 432.2492.3540.  n/z 57.10  94.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
5000 T ——
21.00 21.50
m/z 55.05 86.87%
\J\ ”\ ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
— —
21.00 21.50
5000 m/z 83.10 76.48%
125.0
252.0
s =20 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T ——
57.0 21.00 21.50
m/z 69.10 70.77%
5000
125.0
\‘ | ’ \‘ } | ‘\ | 182.0 292.0 364.0
e A e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.092 3.36 ng 344204  Chrysene-d12 21.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 99
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Tetratetracontane 619 C44H99 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3231 (22.092 min): BM035165.D\data.ms (-3228) (- m/z 57.10 100.00%

57.1
5000
22.00 |
7.1197.1 :
omw‘“Juh«,mw‘-u“,2?%"1‘35‘5‘1%””‘ﬂ?’ﬁ'?”_mw m/z 43.10  74.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 — :
22.00
m/z 71.10 64.13%
1L E%7.0197.0 281.0  394.0
\HT‘H\\‘\H\’HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107217: Hexadecane
57.0
T T T
22.00
5000 m/z 85.10 44.48%
l‘ )} 1270 2260
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane T ‘
57.0 22.00
m/z 41.10 29.51%
o \/WM
| ‘ 1 1£70197.0267.0337.0  463.0 561.0
A S e e e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 1-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.574 7.53 ng 777870  Perylene-di12 23.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 1-Hexacosene 364 C26H52 018835-33-1 95
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3653 (24.574 min): BM035165.D\data.ms (-3648) (- m/z 57.10 100.00%
57.1

5000

%

1p5.1

0 _“\ hmh 1930 59413551  462.0 530.
A b R R e PR

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227234: 1-Tricosene

24.50
m/z 43.10 80.21%

SN
w
=

2000 1.0 24.50

m/z 97.10 74.36%

\mh I L 166.0 322.0

\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosanol

—

24.50
5000 m/z 55.10 73.04%

125.0

i ‘ | 181.0236.02920 3920

\l\\

%

m/z--> 50 100 150 200 250 300 350 400 450 500 24.50

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0 24.50
m/z 83.10 69.76%
5000
125.0
—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 8 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.815 8.95 ng 924850  Perylene-di2 23.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Tetracosanal 352 C24H480 057866-08-7 91
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3864 (25.815 min): BM035165.D\data.ms (-3859) (- m/z 57.10 100.00%

57.1
5000
‘H “231 2550 26.00
'7180.1 281.0 ; . .
AL gD ST 8521 41844782535 /2 43.10 93.37%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 — ——
25.50 26.00
m/z 82.10 73.14%
7501040 2640

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

Zd} |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262002: Tetracosanal
57.0
— —
25.50 26.00
5000 m/z 55.10 69.55%
,me frr e “m‘mWm‘mwm‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal “ T
57.0 25.50 26.00
m/z 96.10 55.52%
b W\JLW
362.0
| " H |\ ; 180.0 250.0306.0 |
m,mwm‘uu‘mwHH‘mWuwm‘uu‘uw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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 9 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.462 9.54 ng 985961  Perylene-di2 23.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 93

Abundance Scan 3974 (26.462 min): BM035165.D\data.ms (-3968) (- m/z 57.10 100.00%

57.1
5000
1p5.1 ——
26.50
207.0
OH !\Juw b 2080 39714203 4923 n 7 43.10  84.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
5000 U
26.50
125.0 m/z 83.10 80.20%
I !M 1820 2920 364.0

l
[T ‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

%

Abundance #215083: 1-Heneicosanol
55.0
26.50
5000 ITI/Z 55.10 79.64%
{l 125.0
e 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol 7
57.0 26.50
m/z 97.10 75.94%
5000
125.0
I { Huwhﬁ820 250.0308.0 378.0
—

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

28.744 25.42 ng 2626170 Perylene-di2 23.850
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 64
2 Androst-5-ene-3,19-diol, 3-aceta... 332 C21H3203 055320-48-4 38
3 1,6-Dihydropyridazine-3-carboxyl... 273 C13H8FN303 1000304-05-0 30
4 3H-Thiazolo[4,5-d]pyrimidine-2-t... 241 C9H11N30S2 1000304-97-8 25
5 2,3,6,7-Tetrahydro-1H,5H,11H-pyr... 241 C15H15NO2 058336-35-9 25

Abundance Scan 4362 (28.744 min): BM035165.D\data.ms (-4355) -  m/z 95.10 100.00%

95.1
241.2
5000 591 425.4
— —
20l } ‘ ‘ 323.2 | 28.50 29.00
L J'W!w'mm'w Dtk b 5013 o e 10 97.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
2738.0 425.0
109.0
5000 T —
28.50 29.00
FSQO m/z 71.10 94.08%
‘.M\JJMUH‘J\; i \n,ssso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239522: Androst-5-ene-3,19-diol, 3-acetate, (3.beta.)-
43.0
— —
28.50 29.00
5000 m/Z 55.10 87.26%
241.0
135.0
. l“m\m',
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164479: 1,6-Dihydropyridazine-3-carboxylic acid, 5-cyar T —
95.0 28.50 29.00
m/z 41.10 77.57%
273.0
5000
Wl ime ]
111 U O 0 A S
m/z--> 50 100 150 200 250 300 350 400 450 500 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@51922\
Data File : BM@35165.D

Acqg On : 19 May 2022 22:47

Operator : CG/JU

Sample : N2871-01 :
Misc : P017-SS001-0006-01

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42722.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-... 5.016 2.4 ng 102850 1 7.904 859581 20.0
n-Hexadecanoic ... 18.192 12.8 ng 1100550 4 17.286 1715980 20.0
Octadecanoic acid 19.462 5.1 ng 522371 5 21.468 2045880 20.0
1-Docosene 19.721 4.2 ng 425872 5 21.468 2045880 20.0
2- Chloropropio... 21.186 8.9 ng 914584 5 21.468 2045880 20.0
Octacosane 22.092 3.4 ng 344204 5 21.468 2045880 20.0
1-Tricosene 24.574 7.5 ng 777870 6 23.850 2066130 20.0
Oxirane, heptad... 25.815 8.9 ng 924850 6 23.850 2066130 20.0
1-Hexacosene 26.462 9.5 ng 985961 6 23.850 2066130 20.0
D:C-Friedo-B':A... 28.744 25.4 ng 2626170 6 23.850 2066130 20.0
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