LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc :

ALS vial : 9 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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36100.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 391 397 411 rBV 4210705 6199512 35.14% 5.593%
2 7.034 661 671 686 rBV 4407257 6879114 38.99% 6.206%
3 7.857 803 811 819 rBV 1060697 1649362 9.35% 1.488%
4 9.028 1003 1010 1019 rBV 2707947 4335810 24.57%  3.912%
5 10.663 1280 1288 1301 rBV 1576197 2585573 14.65% 2.333%
6 13.127 1700 1707 1718 rBV 7711769 10798232 61.20% 9.742%
7 14.498 1932 1940 1950 rBV 2550410 3807712 21.58%  3.435%
8 15.986 2186 2193 2203 rBV 6743471 9702941 54.99% 8.753%
9 17.239 2400 2406 2411 rBV 3200692 4372623 24.78% 3.945%
10 18.145 2555 2560 2569 rBV 818301 1171186 6.64% 1.057%
11 19.039 2703 2712 2714 rBV4 181344 426427 2.42%  0.385%
12 19.297 2753 2756 2763 rVB 265248 366961 2.08% 0.331%
13 19.421 2773 2777 2786 rBV2 165647 257603 1.46% 0.232%
14 19.656 2813 2817 2824 rVB2 181473 306085 1.73% 0.276%
15 19.868 2847 2853 2859 rBV 14370401 17116688 97.01% 15.442%
16 20.156 2898 2902 2904 rBV 205259 274026 1.55% 0.247%
17 21.139 3065 3069 3077 rBV 2863653 3861427 21.89% 3.484%
18 21.427 3113 3118 3122 rBV 3531060 4478087 25.38% 4.040%
19 22.033 3218 3221 3223 rBV 420610 530397 3.01% 0.478%
20 22.056 3223 3225 3232 rVB 592117 870791 4.94% 0.786%
21 22.774 3342 3347 3355 rVB 962825 1362413 7.72% 1.229%
22 23.074 3393 3398 3402 rBV 775557 1219874 6.91% 1.100%
23 23.127 3402 3407 3418 rVB 1702668 3291165 18.65% 2.969%
24 23.785 3514 3519 3529 rVB2 1941766 3971168 22.51% 3.583%
25 24.403 3619 3624 3632 rVB 865543 1732266 9.82% 1.563%
26 24.503 3637 3641 3654 rVB 669511 1635771 9.27% 1.476%

27 26.503 3970 3981 3997 rVB 5600109 17644064 100.00% 15.917%

Sum of corrected areas: 110847278
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Aug 2022 15:58
: CG/IU
: N3935-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
BM036100.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM036100.D\data.ms

5.422 7.034

9.028

10.663
7.857

Time-->

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

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BM036100.D\data.ms
19.868

13.127

15.986

17.239
14.498

18.145 10.0381B9%9,656 | 20.156

o

Time-->

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

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM036100.D\data.ms

26.503

21.139

23.127 23.785

25463

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@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.145 5.36 ng 11711960  Phenanthrene-d10 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 2560 (18.145 min): BM036100.D\data.ms (-2555) (- | m/z 73.00 100.00%

73.0
5000 129.0
910
50

2132 —
3 1711 256.1 18.00 18.50

ob— wh\“ bk AL ‘ 321 /7 60.00  81.51%

mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid

GMO

0

5000 129.0 CT T
18.00 18.50
m/z 43.00 78.94%

1710 2130 256.0
04— \M “Sﬂ‘h‘PJu‘\‘w \‘ T ‘\ \‘ \‘\ “ \“\‘\ T “‘\ LA
m/z--> 5 100 150 200 250 300
Abundance
73.0

—
18.00 18.50

5000 129.0 m/z 57.05 62.85%
29.0 171.0
214.0
oL Mgl oy Ll L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 18.00 18.50

m/z 55.05 62.50%

129.0
199.0 2420
H H\h‘L L. 1630] |, ]

T T
m/z--> 50 100 150 200 250 300 18.00 18.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.139 17.25 ng 3861430  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 3069 (21.139 min): BM036100.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
5000
111.1

1l 2070 21.00 21.50
Of i Ly, 2000 2801 3551 417.0 4900 /7 43.e5  85.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol
55.0

5000 111.0 — —

21.00 21.50
m/z 55.05 81.74%

hh\ ‘\ 1\ ‘\ |1670 266.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

21.00 21.50

o

5000 111.0 m/z 83.10 80.19%
0 168.0 266.0 412.0
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene T —
57.0 21.00 21.50

m/z 69.05 71.69%

5000 111.0 JLA
L ‘ I n‘ [167.0 23802920 364.0

0 AR L e ST T — -
miz-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.033 2.37 ng 530397 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Heptadecane 240 C17H36 000629-78-7 91
3 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 90
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 3221 (22.033 min): BM036100.D\data.ms (-3218) (-
57.1

5000

0 LLER]L 207.0 281.0341.1400.9 477.1 549.
e L £ 281.0341.1400.0 477.1 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #298427: Octacosane
57.0
5000
obt. | 1270 197.0 281.0  394.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

5000

127.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

m/z 57.10 100.00%

—

22.00

m/z 71.10 74.33%

%‘

22.00

m/z 43.05 60.46%

%

22.00

m/z 85.10  55.43%

B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #320326: Docosane, 1-iodo-
57.0 22.00
m/z 55.10 22.15%
. JL‘/\’\—\AM
‘ ‘1f 1970 3090
LI o
I T \ \ T \ 1 \ 1 \ 1

7
22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 9-Tricosene, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.056 3.89 ng 870791  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 91
2 Fumaric acid, heptadecyl 2,2,3,3... 568 C26H40F804 1000348-79-3 72
3 Octacosanol 410 C28H580 000557-61-9 72
4 1-Hexadecanol 242 C16H340 036653-82-4 58
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 50
Abundance Scan 3225 (22.056 min): BM036100.D\data.ms (-3223) (- | m/z 83.10 100.00%
83.1
5000 /\—#L
‘ 22,00 |
176.9 258.1 .
ob A LLLLEIRR 2907, 9551 42814012 0 97,10 95.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227237: 9-Tricosene, (2)-
55.0
5000 — :
22.00
5.0 m/z 69.10 83.17%
‘ ‘ 322.0
O\\‘\\\’\\‘\\h"\\\‘\\l\l“‘\9‘%5‘.\9\2\‘6\2\.9‘\\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
313.0 ‘22.‘00‘ |
5000 m/z 55.00 77 .71%
153.0
237.0 3850 4530 5490
O el b A sl b iy L P2 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol 7
83.0 22.00
m/z 111.10 52.81%
- A/\/\/vh
3.0 392.0
ol \Fﬁu.??mwz-ou -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Hexacosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.774 6.86 ng 1362410  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Eicosanal- 296 C20H400 002400-66-0 90
Abundance Scan 3347 (22.774 min): BM036100.D\data.ms (-3342) (- | m/z 57.10 100.00%
57.1
1 22.50 23.00
207 0 : :
b4 u“ﬂ'\ otk 2820 3624 4620 838 ./, g2.05 85.71%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal
57.0
5000 = —
22.50 23.00
m/z 43.10 83.42%
4.0 362.0
ol L. ﬂ' 180.0 250.0306.0
TTT ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
82.0
—— —
22.50 23.00
5000 m/z 55.05 62.55%
260 138.0,4, o 264.0
R L R e A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158579: Oxirane, hexadecyl- —— —
82.0 22.50 23.00
m/z 96.00 59.41%
a0 ||| 380104 02500
H“H w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w e e
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_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.074 6.14 ng 1219870  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
4 Pentacosane 352 C25H52 000629-99-2 87
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 3398 (23.074 min): BM036100.D\data.ms (-3393) (- | m/z 57.10 100.00%
57.1
252.1 LT I
‘ ‘ 1([3.1 23.00
ol bl 2831 | 8851 4612 5350 ... 7116 73.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 —— ‘
23.00
m/z 43.10 58.58%
T80 530 3380
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
T \
23.00
5000 m/z 85.10 50.91%
224.0
113.0 295.0
Y '8 I ECSOUPNNS NN N - B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- —— ‘
43.0 23.00
m/z 55.00 20.57%
5000
210.0
ol LLLEE T asrosea0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.127 16.58 ng 3291176  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94

Abundance Scan 3407 (23.127 min): BM036100.D\data.ms (-3402) (- | m/z 57.10 100.00%
7.1

5
5000

105.1 — —
{ ‘ 281.0 23.00 23.50
O d kL4 2901 2080 3551 4301490.1549. /7 g3.10  97.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
5000 —— ———
23.00 23.50
125.0

m/z 97.10  90.54%

LAl L) 195.0 264.0 378.0
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

7
23.00 23.50

o

5000 m/z 55.05 85.50%
125.0
0 195.0 308.0
[ T T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 7 —
55.0 23.00 23.50

m/z 43.05 85.19%

5000
125.0
\h\ |

| \} | ‘\ I .196'0 266.0
O e e e e e

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.403 8.72 ng 17322760  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3624 (24.403 min): BM036100.D\data.ms (-3619) (- | m/z 57.10 100.00%
57.1

5000

%

T ‘
24.00 24.50

3.1
o‘HWLWﬂwh‘_1533‘1‘2‘39_1“3?9”3‘,37‘9‘4 L A9L05491 s 71,10 72.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000

24.00 24.50
m/z 43.10 57.44%

|70 10700530 3380
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Triacontan-15-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.503 8.24 ng 1635770  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontan-15-o0l 438 C30H620 031849-26-0 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 1-Hexacosene 364 C26H52 018835-33-1 93
Abundance Scan 3641 (24.503 min): BM036100.D\data.ms (-3637) (- | m/z 57.10 100.00%
57.1
5000 111.1 JMW
T \
\‘ ‘ 93.0 2820 3551 503.( 2450
oA bbLLLL, 1930 2620 35514160 5034 .. 8310 g86.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321443: Triacontan-15-ol
57.0
111.0
5000 ——
24.50
241.0 m/z 97.05 86.05%
o “\ LLLLA8T0  306.0362.04180
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T \
24.50
5000 111.0 ITI/Z 43.10 78.79%
0 167.02220 292.0  392.0 AJ\/L
A e e T e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosanol T
55.0 24.50
m/z 55.10 77.85%
- K /\J\/\W
o\lIH.xm?O%ﬁo .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 10 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.503 88.86 ng 17644100  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 59
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
3 D-Friedoolean-14-en-3-0l 426 C30H500 081654-73-1 52
4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C1l5H24 000560-32-7 46
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 43
Abundance Scan 3981 (26.503 min): BM036100.D\data.ms (-3970) (- | m/z 204.10 100.00%
204.1
135.0
69.0
5000
269.1
U \
26.50
0 m/z 135.00 66.88%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronap
204.0
91.0
5000 .
26.50
m m/z 121.10  55.74%
0 Jdl\dl \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
204.0
U [
26.50
5000 m/z 69.05 53.84%
95.0
0 40.0
R B L e e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316518: D-Friedoolean-14-en-3-ol —— |
204.0 26.50
m/z 133.00 52.36%
135.0
5000 302.0
69.0
il
o LM s b oma _—
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80422\
Data File : BM@36100.D

Acqg On : 04 Aug 2022 15:58
Operator : CG/JU

Sample : N3935-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 ... 18.145 5.4 ng 1171190 4 17.239 4372620 20.0
1-Heneicosanol 21.139 17.3 ng 3861430 5 21.427 4478090 20.0
Octacosane 22.033 2.4 ng 530397 5 21.427 4478090 20.0
9-Tricosene, (Z)- 22.056 3.9 ng 870791 5 21.427 4478090 20.0
Hexacosanal 22.774 6.9 ng 1362410 6 23.785 3971170 20.0
Tetracosane 23.074 6.1 ng 1219870 6 23.785 3971170 20.0
1-Heptacosanol 23.127 16.6 ng 3291176 6 23.785 3971170 20.0
Docosane, 11-bu... 24.403 8.7 ng 1732270 6 23.785 3971170 20.0
Triacontan-15-0l 24.503 8.2 ng 1635770 6 23.785 3971170 20.0
1,1,4a-Trimethy... 26.503 88.9 ng 17644100 6 23.785 3971170 20.0
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