LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36064.D

Acqg On : 02 Aug 2022 22:43
Operator : CG/JU

Sample : N3927-02

Misc :

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 M\Methods\8270-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36064.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 392 399 414 rBV 5783712 8420707 40.57% 7.960%
2 7.040 662 672 691 rBV 5930572 9150575 44.09% 8.650%
3 7.869 802 813 820 rBV 1292221 2006289 9.67% 1.897%
4 9.040 1003 1012 1026 rBV 3557131 5748826 27.70% 5.435%
5 10.675 1281 1290 1303 rBV 1805350 3013207 14.52% 2.848%

6 13.133 1701 1708 1719 rBV 9366339 13625863 65.65% 12.881%
7 14.504 1934 1941 1953 rBV 2728056 3991106 19.23% 3.773%
8 15.992 2186 2194 2215 rBV 7778300 10997995 52.99% 10.397%
9 17.245 2401 2407 2412 rBV 3411256 4710575 22.70%  4.453%
10 18.145 2553 2560 2570 rBV 586232 871738 4.20% 0.824%

11 19.298 2752 2756 2763 rBV 190403 258813 1.25% ©.245%
12 19.662 2813 2818 2827 rVB2 172962 316212 1.52% 0.299%
13 19.874 2848 2854 2859 rBV 16522685 20755235 100.00% 19.620%
14 21.139 3065 3069 3077 rBV 2532735 3299253 15.90%  3.119%
15 21.421 3112 3117 3122 rBV 4445969 5515244 26.57% 5.214%

16 22.033 3218 3221 3223 rBV 211802 273884 1.32% 0.259%
17 23.068 3393 3397 3402 rBV2 299474 455815 2.20% 0.431%
18 23.786 3512 3519 3531 rVB2 2529654 4972276 23.96% 4.700%
19 24.503 3637 3641 3651 rVB 453641 1036151 4.99% 0.980%
20 26.497 3971 3980 3997 rVB2 1995444 6363686 30.66% 6.016%

Sum of corrected areas: 105783450
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Aug 2022 22:43
: CG/IU
: N3927-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
BMO36064.D

: 13 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
1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BM036064.D\data.ms

5.434 7.040

9.040

7 869 10.675

Time-->

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

Abundance
1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BM036064.D\data.ms
19.874

13.133
15.992

17.245
14.504

18.145 19.2989.66

0
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
1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BM036064.D\data.ms

21.421

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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\

BMO36064.D

: 02 Aug 2022 22:43
: CG/IU
: N3927-02

: 13 Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 4

R.T. EstConc Area Relative to ISTD R.T.
18.145 3.70 ng 871738  Phenanthrene-di10 17.245
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2560 (18 145 min): BM036064.D\data.ms (-2553) (-  m/z 73.00 100.00%
5000
128.9 W#\,Ajkmww¢ma
213.1 S =
‘ 171.1 ‘ 256.1 18.00 18.50
ob ‘JW%‘M‘ Ll L8269 s ce.ee  80.57%
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
5000 129.0 1 T
18.00 18.50
1710 213.0 256.0 m/z 43.05 79.21%
O\\\\M‘ “h“‘\““‘\h\‘ \‘ ‘\ \‘\‘\ \‘\\\“‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance
73.0
— —
18.00 18.50
5000 m/z 57.10 65.17%
29.0
129.0
171.0 214.0
oL bbbl b ey
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —= —
73.0 18.00 18.50
m/z 55.00 60.88%
5000 129.0
29.0
‘ 199.0 2420
ol M L L L ol
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@80222\
Data File : BM@36064.D

Acqg On : 02 Aug 2022 22:43
Operator : CG/JU

Sample : N3927-02

Misc

ALS vial : 13  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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.139 11.96 ng 3299250 Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3069 (21.139 min): BM036064.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
5000 111

‘ ‘ 68]_2260 21.00 21.50
Oww‘w”““"‘u 200 3581 4301489 m/z 43.5  85.55%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0

f

5000 7 T
111.0 21.00 21.50
m/z 83.05 84.01%
‘ 169.0 238.0
0 ‘“‘\‘\‘\‘H“\‘“\““1}“\‘\”“HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0
21.‘00 21.‘50
5000 111.0 m/z 55.10 83.54%

0 167.0 266.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance : i i

#314817: Heptafluorobutyric acid, pentadecyl ester = T
7.0 21.00 21.50

m/z 69.10  75.12%

5000 111.0
‘ 169.0
0 J [} \ ‘ " ‘ | | 255.0 406.0 T T T T

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 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@36064.D

Acqg On : 02 Aug 2022 22:43
Operator : CG/JU

Sample : N3927-02

Misc

ALS vial : 13  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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.503 4.17 ng 1036150  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Octacosanol 410 C28H580 000557-61-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan . 3641 (24.503 min): BM036064.D\data.ms (-3637) (- ' m/z 57.05 100.00%
( 1p5.1 T ]
24.50
209.0 357.0
o_m,m“M‘MM‘Hwm_?‘g‘?‘l“wmf“l‘?“l_‘?"oﬁgw m/z 83.10 90.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol
83.0
5000 ——
24.50
m/z 97.10 87.29%
o001 L‘F?’F’ 222.0280.0
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T \
24.50
5000 m/z 43.10 83.11%
125.0
0 195.0 264.0 378.0
e e T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol T |
83.0 24.50
m/z 55.00 80.68%
- ﬁmemmh/\/\Jmmivwwww
oLkl tLu".?ZZOZQZO”Z‘) -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36064.D

Acqg On : 02 Aug 2022 22:43
Operator : CG/JU

Sample : N3927-02

Misc

ALS vial : 13  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 Farnesyl bromide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.497 25.60 ng 6363690  Perylene-d12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesyl bromide 284 C15H25Br 006874-67-5 68
2 Guaia-3,9-diene 204 C15H24 000489-83-8 53
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
4 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 49
51,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 47
Abundance Scan 3980 (26.497 min): BM036064.D\data.ms (-3971) (- | m/z 204.15 100.00%
204.2
135.0
69.0
5000
269.1
.
26.50
0 m‘q“\‘ \“ h‘ Ml M\ "“”l M“‘m b ‘ 413‘7 2393,4 -BLL  m/z 135.00  67.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178371: Farnesyl bromide
69.0
204.0
5000 1
3.0 26.50
m/z 121.05 56.68%
‘ ‘ 286.0
0 ‘H‘ “ ‘JU \‘L JM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
135.0 204.0
e
410 26.50
5000 ’ m/z 69.05 56.44%
ol b ML L ey
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1 T
204.0 26.50
m/z 133.00 53.19%
5000
95.0
AP 1111 -
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@80222\
Data File : BM@36064.D

Acqg On : 02 Aug 2022 22:43
Operator : CG/JU

Sample : N3927-02

Misc

ALS Vvial : 13  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 3.7 ng 871738 4 17.245 4710580 20.0
Heptadecyl hept... 21.139 12.0 ng 3299250 5 21.421 5515240 20.0
Behenic alcohol 24.503 4.2 ng 1036150 6 23.786 4972280 20.0
Farnesyl bromide 26.497 25.6 ng 6363690 6 23.786 4972280 20.0
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