LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc :

ALS Vvial : 17 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@36068.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 392 399 407 rBV 5841154 8322246 8.38% 3.260%
2 7.039 662 672 686 rBV 5719967 8959104 9.02% 3.509%
3 7.869 803 813 820 rBV 1157219 1859681 1.87% 0.728%
4 9.039 1003 1012 1019 rBV 3503643 5714518 5.76% 2.238%
5 10.675 1280 1290 1295 rBV 1650745 2821270 2.84% 1.105%

6 13.133 1699 1708 1722 rBV 9274584 13364826 13.46% 5
7 14.504 1932 1941 1948 rBV 2557591 3751395 3.78% 1
8 15.992 2187 2194 2202 rBV 7558124 10627692 10.70% 4.163%
9 17.245 2401 2407 2412 rBV 3286662 4532977 4.57% 1
10 18.150 2554 2561 2570 rVB2 1823239 2826233 2.85% 1

11 19.303 2749 2757 2764 rBV 1570056 2669015 2.69% 1.045%
12 19.662 2810 2818 2827 rVB 977616 1670914 1.68% 0.655%
13 19.874 2848 2854 2859 rBV 17487849 21241368 21.39%  8.321%
14 21.139 3065 3069 3076 rBV 3110505 3905498 3.93% 1.530%
15 21.421 3111 3117 3121 rBV 4369621 6076550 6.12%  2.380%

16 22.056 3223 3225 3230 rVB 814585 1065243 1.07% 0.417%
17 22.774 3342 3347 3358 rVB 1274674 1932723 1.95% ©.757%
18 23.068 3392 3397 3402 rBV 1171923 2136140 2.15% 0.837%
19 23.127 3403 3407 3418 rVB3 1006719 1888432 1.90% 0.740%
20 23.785 3513 3519 3526 rBV2 2126090 4033048 4.06% 1.580%
21 24.032 3557 3561 3570 rVB 689829 1302894 1.31% 0.510%
22 24.409 3620 3625 3634 rVB 828570 1726938 1.74% 0.676%
23 24.509 3637 3642 3653 rVB 695607 1583024 1.59% 0.620%
24 25.738 3847 3851 3859 rVB2 634943 1462727 1.47% 0.573%
25 26.232 3928 3935 3948 rVB5 1068688 3456876  3.48%  1.354%

26 26.544 3971 3988 4002 rVB2 25780958 99289819 100.00% 38.893%
27 26.709 4009 4016 4025 rVB 1385137 3812676 3.84% 1.493%
28 27.079 4069 4079 4088 rBV2 5607946 16749380 16.87% 6.561%
29 27.915 4210 4221 4234 rVB2 4740085 16503448 16.62% 6.465%

Sum of corrected areas: 255286655
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 03 Aug 2022 01:09
: CG/IU
: N3896-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
BMO36068.D

: 17  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

2.5e+07

2e+07

1.5e+07
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5000000

0
Time-->

TIC: BM036068.D\data.ms
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5000000

TIC: BM036068.D\data.ms
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15.992

17.245
14.504 Jﬁ 18.150 19.3039 g6

0
Time-->
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Time-->

TIC: BM036068.D\data.ms
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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@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 7
R.T. EstConc Area Relative to ISTD R.T.
18.151 12.47 ng 2826230  Phenanthrene-d10 17.245
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2561 (18.150 min): BM036068.D\data.ms (-2554) (- | m/z 73.00 100.00%
73.0
5000 129.0 L‘
213.2 — ——
‘ H‘ ’ ‘ 256.1 18.00 18.50
ol ”\““‘ U o o ALl 1T 3421 4009 66 00 82.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 43.05 79.29%
0 H\““‘ %w \““\ \‘\‘\”" \“\‘\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
— —
18.00 18.50
5000 129.0 m/z 57.05 65.58%
185.0
228.0
R N
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid —r= —
3.0 18.00 18.50
m/z 55.05 61.03%
5000 129.0
29.(
‘ 199.0242.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.139 12.85 ng 3905500 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 98
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Cyclohexadecane 224 C16H32 000295-65-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3069 (21.139 min): BM036068.D\data.ms (-3065) (- | m/z 57.10 100.00%
7.1

5
5000

T T
21.00 21.50

L_l 226.1
308.3 4161 5493 5
Ol M L SR R e 2 e M/Z 43,10 84.69%

|
m/z--> 0 50 100150 200 250 300 350400 450500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

5000 == ==
21.00 21.50

‘ m/z 55.05 77.52%

L .0196.0
e
‘HH‘\
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance
57.0

T T
21.00 21.50

o

5000 m/z 83.10 77 .25%
0 1260 2520 449 648.
R AR RN B SR RREaA
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #104594: Cyclohexadecane == —
55.0 21.00 21.50

m/z 69.10  68.40%

e oo

0 bbb == -
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 3 1-Docosanol, methyl ether Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.056 3.51 ng 1065240  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 94
2 Eicosyl methyl ether 312 C21H440 1000406-29-4 91
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 Octacosanol 410 C28H580 000557-61-9 74
5 Fumaric acid, 2-chloroethyl octa... 430 C24H43Cl04 1000330-62-4 72

Abundance Scan 3225 (22.056 min): BM036068.D\data.ms (-3223) (- | m/z 83.10 100.00%

83.1
5000
L
258.1
202.0 22.00
1
on“]FL‘uMJK3320399°4762535 m/z 97.10  89.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #249112: 1-Docosanol, methyl ether
83.0
5000 — |
22.00
m/z 69.10 80.25%
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
L
22.00
5000 ITI/Z 55.10 79.85%
26.0 140.0 510 2800
[of et 0 RN I TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161352: 1-Octadecanol 7
55.0 22.00
m/z 111.10 46.88%
5000
125.0
\ ||| 1520 2520
ob b e N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00

8270-BM080122.M Wed Aug 03 16:47:55 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Hexacosanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.774 9.58 ng 1932720  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 96
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
3 Octadecanal 268 C18H360 000638-66-4 95
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
5 Nonacosanal 422 C29H580 072934-04-4 94

Abundance Scan 3347 (22.774 min): BM036068.D\data.ms (-3342) (- | m/z 57.05 100.00%
57.0

5000

-

11.1
1 1106 ‘ : m/z 82.10  89.42%

0 ‘\ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal

a1
!
o

5000
22.50 23.00
110.0 m/z 43.05 82.19%
362.0
. H\Lm 180.0 250.0306.0”
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
82.0
— —
22.50 23.00
5000 ITI/Z 55.05 64.05%
23.0 138.0
211.0268.0
O e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158567: Octadecanal 7 —
43.0 22.50 23.00
m/z 96.05 59.26%
96.0
5000
20
0“[“"‘MNELMM“H‘_“W“H‘H“_‘H“H“H — ——
m/z--> 0 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@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.127 9.36 ng 1888430  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 9-Tricosanol, acetate 382 C25H5002 039754-92-2 91
3 Heptacos-1-ene 378 C27H54 015306-27-1 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3407 (23.127 min): BM036068.D\data.ms (-3403) (- | m/z 57.10 100.00%
57.1

5000

—
1 070 3021 4953 ‘ 23.00 23.50
ol hLLL 010 SR0 36424293 S35, nyz 8310 93.79%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0

5000

i
23.00 23.50
125.0 m/z 55.10 88.69%

JLAlL ) J‘ | 181.0238.0 308.0
\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

7
23.00 23.50

o

5000 m/z 97.10 87.91%
125.0
322.0
181.0037.0
O b e e e T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene 7 —
57.0 23.00 23.50

m/z 43.10 84.94%

5000
125.0
‘ 378.0
\

} 181.0
ol Lo

7 —
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_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Docosanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.032 6.46 ng 1302890  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanal 324 C22H440 057402-36-5 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 Octacosanal 408 C28H560 022725-64-0 90
5 Tetracosanal 352 C24H480 057866-08-7 83

Abundance Scan 3561 (24.032 min): BM036068.D\data.ms (-3557) (- | m/z 57.10 100.00%
57.1

é

5000
1 24.00
209.0269.0
ol uhﬁ": L SRRE020, 3624 4619 8491/, g2.10  84.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229611: Docosanal
82.0
5000 — :
24.00
m/z 43.10 79.75%
306.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
82.0
T
24.00
5000 m/z 96.05 58.70%

152.0 264.0
R N R AR R R RRRRR S

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

o

-

Abundance #158566: Octadecanal
43.0 24.00
m/z 55.10 58.65%
0.0
opillbill ss00 2500 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 2-Methylheptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.409 8.56 ng 1726940  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylheptacosane 394 C28H58 001561-00-8 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 91

Abundance Scan 3625 (24.409 min): BM036068.D\data.ms (-3620) (- | m/z 57.10 100.00%
57.1

F

5000
24.50
169.1 234.1
b “u I H [1,1091 23012860 3602 4413 1 7110 73.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298432: 2-Methylheptacosane
57.0
5000 L
24.50
113.0 351.0 ITI/Z 43.10 58.17%
L1 esozmozmg
0 \\\\‘\I\‘\‘\‘\\‘\\‘\J\\l\l‘\}\l\‘\“\\\\‘\\\\“\\‘\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
——
24.50
5000 ITI/Z 85.10 53.98%
113.0169.0
0 248.0
R B A B R mma B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T
57.0 24.50
m/z 55.05 22.89%
- w\w\
ol L) 1130 169.0 225.0 281.0 337.0 394.0
‘H"H"_“w“H"H“H“_“w“u“u“u‘“ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Pentacos-1-ene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.509 7.85 ng 1583020  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 96
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3642 (24.509 min): BM036068.D\data.ms (-3637) (- | m/z 57.10 100.00%
57.1
2000 s LJ\J\W
24.50 |
207.0 266.1 ’
ob—th uuhmhﬁum\ﬂu\\MM\\M\\§E4?WQ?9&\4%%$ m/z 83.10 89.19%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #259982: Pentacos-1-ene
55.0
5000 —— ‘
K10 24.50
m/z 97.05 85.12%
O T \“\‘ ‘ T } ‘1‘\“‘\‘}]-“6\7\.\()\ ‘ TTT \2‘6\4\.\0\ ‘ T \3\\5}0\-0\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55.0
T
24.50
5000 m/z 43.05 83.50%
111.0
0 167.0223.0 280.0
A e e  E
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol 7 ‘
57.0 24.50
m/z 55.05 74.32%
111.0
5000
L “h 167022202780 3780
o R R B AR R ——
m/z--> 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@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.738 7.25 ng 1462730  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
2 Octadecanal 268 C18H360 000638-66-4 93
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Z-2-Octadecen-1-o0l 268 C18H360 1000131-11-0 89
5 Nonacosanal 422 C29H580 072934-04-4 87

Abundance Scan 3851 (25.738 min): BM036068.D\data.ms (-3847) (- | m/z 57.10 100.00%
57.1

f 2550 2600
221.0284.1 : :
0 A H“"n; b b o 222 4184 4912549, 0 g5 10 84.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 M —
25.50 26.00
m/z 43.10 82.04%
i

‘ 264.0
O‘\\\’\\\‘J\‘P\-\“l\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

43.0

T
25.50 26.00
5000 m/z 96.00 60.19%

109.0
180.0 2500

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

Abundance #90085: Tetradecanal T ——
57.0 25.50 26.00

m/z 55.10  59.25%

- \MM
‘ 168.0
L

‘\ 1o

o"H‘,"H_‘H_‘H_‘H_H‘_Hww_m‘ww‘_ — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 Benzene, 1,2,3,4-tetrachlor... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.232 17.14 ng 3456880  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro-5,6... 274 C8H6C1402 000944-61-6 90
2 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 90
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 78
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 60
5 Benzo[ghi]perylene 276 C22H12 000191-24-2 60

Abundance Scan 3935 (26.232 min): BM036068.D\data.ms (-3928) (- | m/z 276.10 100.00%

276.1
43.1
5000
07.0

9.1213.1 U U
10.1 400.4 26.00 26.50
0 ; 504 m/z 43.10  79.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166513: Benzene, 1,2,3,4-tetrachloro-5,6-dimethoxy-
276.0
36.0
5000 218.0 —T— T
26.00 26.50

118.0
m/z 57.10 75.61%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
276.0

T T
26.00 26.50

5000 m/z 71.10 59.50%
138.0
8.0
0 224.0
T T T T [T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168943: Dibenzo[def,mno]chrysene — 7
276.0 26.00 26.50

m/z 55.05 39.20%

5000
138.0
63.0 J“ 201.0 |

0 v efrrrrrebde TR e — _—
miz--> 50 100 150 200 250 300 350 400 450 500 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 11 1,4-Dimethyl-8-isopropylide... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

26.544 492.38 ng 99289800  Perylene-d12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 62
2 D-Friedoolean-14-en-3-o0l 426 C30H500 081654-73-1 62
3 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 53
4 5-(2,4-Dichloro-phenoxymethyl)-4... 365 C16H13C12N30S 1000296-81-4 46
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 38

Abundance Scan 3988 (26.544 min): BM036068.D\data.ms (-3971) (- | m/z 204.15 100.00%
204.2
135.0
5000
69.1 269.3
T \
26.50
0 m/z 135.00 56.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1]
204.0
5000 AR ‘
95.0 26.50
‘ m/z 121.10  48.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
204.0
T T
26.50
5000 135.0 302.0 m/z 133.00  46.31%
69.0
426.0
0 367.0
B o e e A RRmmEREEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80052: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-na = ‘
204.0
135.0 26.50 ]
m/z 189.15 41.84%
i j/\/\\
0 J‘M'h'“\‘t”{hmdM”A T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 12 Olean-12-en-3-o0l, acetate, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
26.709 18.91 ng 3812680  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 90
2 .beta.-Amyrin 426 C30H500 000559-70-6 86
3 .beta.-Amyrone 424 C30H480 000638-97-1 83
4 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 83
5 .alpha.-Boswellic acid, 0,0-bis-... 484 C32H5203 1010507-05-0 64
Abundance Scan 4016 (26.709 min): BM036068.D\data.ms (-4009) (- | m/z 218.20 100.00%
218.2
- M
IHI M ml L \h 2711 3662 440.4 504, w0 2700
oLl bk bl M‘““ m/z 203.10  61.14%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
5000 L - T A
26.50 27.00
69.0 m/z 189.10 22.21%
‘ ‘ 135.0
0L \‘ ‘L\ \\' “\L \‘ﬂl‘m\‘ 'U' \Jnlwm‘ \l‘\‘\ ‘1‘ ‘\\ Il \%\7\0\9‘ T \3\9\6‘\0\ T \?6\\8\9‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
218.0
T —
26.50 27.00
5000 m/z 95.10 20.53%
69.0
135.0
0 2720  365.0 4260
e e e R L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315395: .beta.-Amyrone
218.0 26 50 27 00
m/z 69.10 20.49%
5000
550
424.0
ol [ 2 T S i
m/z--> 50 100 150 200 250 300 350 400 450 500 26 50 27 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 13 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

27.079 83.06 ng 16749400  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 27
31,1,1-Trifluoro-4-(2-furyl)-4-hy... 206 C8H5F303 015788-03-1 25
4 Furan-2-carboxamide, N-ethyl-N-(... 229 C14H15N02 1000308-20-3 20
5 2-(4-Fluorobenzyl)-2-azaspiro[4.... 261 C15H16FNO2 1000332-10-7 20

Abundance Scan 4079 (27.079 min): BM036068.D\data.ms (-4069) (- | m/z 95.10 100.00%

95.1 241.2
41.
5000
9.1
\ \ ‘

301.1 27.00
|

i U 1T 36530 s0a
— Bl {36530 1 S04 nss o 69.05  95.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
\

o

5000 L
27.00
‘ m/z 241.15 94.33%
O‘\\\\h“\lu}\\m \\u”\“\\H\l‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
109.0
41.0 —— :
27.00
m/z 229.20 93.23%
5000 205.0
0 276.0332.0
R e L A mam o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
—F—

Abundance #83212: 1,1,1-Trifluoro-4-(2-furyl)-4-hydroxy-3-buten-2-0
95.0 27.00

m/z 109.10 91.61%
5000 206.0
39.0
Ol 2890 L —~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS vial : 17 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 14 unknown27.915 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.915 81.84 ng 16503400  Perylene-di12 23.785
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 90
2 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 46
3 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C1OH13F3N20 1000129-15-8 41
4 9-Thiabicyclo[3.3.1]nonane, 2,6-... 274 C14H18N4S 1000141-52-1 35
5 5-Methoxy-10,10-dimethyl-6-methy... 236 C15H2402 1000511-71-7 30

Abundance Scan 4221 (27.915 min): BM036068.D\data.ms (-4210) (- | m/z 95.10 100.00%

95.1
229.2
5000
H 28.00
393.4 :
ol 361kl 4631 5349 /7 109.05 90.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 T
28.00
m/z 69.10 82.14%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109.0
41.0 28.00
5000 ITI/Z 81.05 71.92%
189.0
oY L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #115328: Imidazole, 4-methyl-5-[3,3,3-trifluoropropionylp 7
95.0 28.00
m/z 229.15 65.88%

5000

“‘ 165.0 234.0
Y e A A |

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.00

.
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36068.D

Acqg On : 03 Aug 2022 01:09
Operator : CG/JU

Sample : N3896-11

Misc

ALS Vvial : 17 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 ... 18.151 12.5 ng 2826230 4 17.245 4532980 20.0
Ethanol, 2-(tet... 21.139 12.9 ng 3905500 5 21.421 6076550 20.0
1-Docosanol, me... 22.056 3.5 ng 1065240 5 21.421 6076550 20.0
Hexacosanal 22.774 9.6 ng 1932720 6 23.785 4033050 20.0
n-Tetracosanol-1 23.127 9.4 ng 1888430 6 23.785 4033050 20.0
Docosanal 24.032 6.5 ng 1302890 6 23.785 4033050 20.0
2-Methylheptaco... 24.409 8.6 ng 1726940 6 23.785 4033050 20.0
Pentacos-1-ene 24.509 7.8 ng 1583020 6 23.785 4033050 20.0
Oxirane, heptad... 25.738 7.3 ng 1462730 6 23.785 4033050 20.0
Benzene, 1,2,3,... 26.232 17.1 ng 3456880 6 23.785 4033050 20.0
1,4-Dimethyl-8-... 26.544 492.4 ng 99289800 6 23.785 4033050 20.0
Olean-12-en-3-o0... 26.709 18.9 ng 3812680 6 23.785 4033050 20.0
5-Bromo-4-oxo-4... 27.079 83.1 ng 16749400 6 23.785 4033050 20.0
unknown27.915 27.915 81.8 ng 16503400 6 23.785 4033050 20.0
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