LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc :

ALS Vvial : 10 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_ F\Methods\8270-BF110723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136188.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 14 rVB 493413 611609 7.98% 1.465%
2 5.057 500 505 517 rVB 653903 900199 11.75% 2.157%
3 5.451 566 572 575 rBV 5317173 5494685 71.72% 13.165%
4 6.446 734 741 744 rBV 4752010 5608172 73.20% 13.437%
5 6.804 799 802 806 rBV 984117 770905 10.06% 1.847%

6 7.369 892 898 901 rBV 3431228 3513668 45.86% 8.419%
7 8.081 1015 1019 1023 rBV 1220855 1060682 13.84%  2.541%
8 9.169 1197 1204 1206 rBV 7685233 7661540 100.00% 18.357%
9 9.281 1219 1223 1231 rVB 82418 79022 1.03% 0.189%

9.839 1313 1318 1321 rBV 1571247 1235524 16.13%  2.960%

11 10.633 1448 1453 1456 rBV 4525726 4317184 56.35% 10.344%
12 11.328 1568 1571 1575 rBV 1403675 1223503 15.97%  2.931%
13 11.869 1659 1663 1674 rBV2 323160 350026 4.57% ©.839%
14 12.657 1794 1797 1866 rBV 110581 126947 1.66% ©.304%
15 12.933 1839 1844 1847 rBV 7637136 6989840 91.23% 16.748%

16 13.845 1996 1999 2015 rBV 126371 213133 2.78% 0.511%

17 13.980 2018 2022 2028 rVB 833068 737567 9.63% 1.767%

18 15.463 2268 2274 2281 rBV 554650 687834 8.98% 1.648%

19 18.186 2729 2737 2745 rVB8 59878 154392 2.02% 0.370%
Sum of corrected areas: 41736432
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

¢ CG\JU
. 05468-01

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
BF136188.D
24 Nov 2023 19:45

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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5000000

4000000
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2000000
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0
Time-->

TIC: BF136188.D\data.ms
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6000000
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TIC: BF136188.D\data.ms

9.169 12.933

10.633

9.839
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Time-->
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TIC: BF136188.D\data.ms
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Time-->
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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_F\Data\BF112423\
BF136188.D

: 24 Nov 2023 19:45
¢ CG\JU
. 05468-01

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 Butane, 2-methoxy-2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.134 15.87 ng 611609 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 8 (2.134 min): BF136188.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1 /\
AT
‘ J 8§L 0 2.202.302.402.50
ol il 380 [l 880 h/z 43.10 41.97%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2- methoxy -2-methyl-
73.0
5000 AR RN RN RN
43.0 2.202.302.402.50
‘ m/z 55.10 31.48%
27.0 8%.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
A
2.202.302.402.50
5000 55.0 m/z 87.05 24.77%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ e
m/iz--> 0 20 40 80 100 120
Abundance #2246.Suane,teUanKthL  RAERR RS
73.0 2.202.302.402.50
m/z 41.05 13.40%
5000
43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0
R “‘,““,“ T T T
m/z--> 0 20 80 100 120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 23.35 ng 900199 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 505 (5.057 min): BF136188.D\data.ms (-500) (-) m/z 43.05 100.00%
3.0
5000
101.1 A RAREEEEEE S
‘ ‘ 4.80 5.00 5.20 5.40
ol i@ 2068 /7 59,05 51.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L BN L
4.80 5.00 5.20 5.40
m/z 58.10 16.84%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
T EAEEEEEEE S
4.80 5.00 5.20 5.40
5000 m/z 101.10 16.65%
‘ 101.0
N £
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime R RRANREREE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.70%
5000
101.0
ol 201690
e e e P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
BF136188.D

: 24 Nov 2023 19:45
¢ CG\JU
. 05468-01

. 10

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.869 5.72 ng 350026  Phenanthrene-d10 11.328
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 1663 (11.869 min): BF136188.D\data.ms (-1659) (- m/z 73.00 100.00%
73.0
5000
129.1
171.2 213.2 11,50 12,00
. 256.1 . :
o3 U IO ‘ 2B m/z 60.00  98.59%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — ——
129.0 11.50 12.00
33.0 213.0 m/z 43.10  95.19%
171.0 ‘
0’ H}M‘\‘N \“ T “\ \“ \‘\”“ T “\ T “\ LA N
miz-> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
— s
11.50 12.00
5000 129.0 m/z 57.05 87.17%
29. 185.0 541 284.0
o I AN N G B
m/iz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid - P
73.0 11.50 12.00
m/z 55.05 83.88%
5000 129.0
185.0
29. 228.0
AR Y1171 W SO P N I I
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF110723.M Mon Nov 27 17:00:12 2023

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.657 3.44 ng 126947  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25

Abundance Scan 1797 (12.657 min): BF136188.D\data.ms (-1794) (- m/z 73.05 100.00%

43.1 73.0
5000

12.50 13.00

m/z 43.10 94.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 T T
12.50 13.00

m/z 57.10 86.48%

185.0 2410 284
“\“H\‘MH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
—T

o

o

12.50 13.00
5000 m/z 59.95 83.85%
129.0 242.0
‘ ‘ ‘ 199.0

RN DT T -

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid e h-eopsn g
60.0 12.50 13.00

m/z 41.05 76.59%

5000 129.0
97.0 171 0 2130 256.0
M A H ‘\ H‘H\ ‘H‘\ mi : . T T

O‘Hu‘mu“H_H‘_Hw‘uWH‘WHH‘HHM‘H_H‘_HW‘HWH‘ : I
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 Carbonic acid, octadecyl pr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.845 5.78 ng 213133  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 83
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 83
Abundance Scan 1999 (13.845 min): BF136188.D\data.ms (-1996) (- m/z 57.10 100.00%
57.1
5000
97.1
= s
13.50 14.00
b AL, w i - 18302162 2532 y/; 43.10  64.47%
miz--> 5 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 R —
13.50 14.00
970 m/z 71.85 54.38%
oF0L. H\‘ M 1270 1680 2240 297
miz--> 50 100 150 200 250 300
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
i S
13.50 14.00
5000 m/z 55.05 47 .85%
970
02‘7"0\‘\\‘\‘”‘ \\“ \H ‘\ 2\70 16§Q196‘q S ‘2‘69-9‘ :
m/iz--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester — —
57.0 13.50 14.00
m/z 85.05 41.74%
5000
0?7 ‘0‘\ 1 H? 169.0 2080 2520 297
m/z--> 50 100 150 200 250 300 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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 Lup-20(29)-en-3-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.186 4.49 ng 154392  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 49
3 (1S,4aR,7R)-1,4a-Dimethyl-7-(pro... 204 C15H24 052026-55-8 47
4 Longifolene 204 C15H24 000475-20-7 42
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 38

Abundance Scan 2737 (18.186 min): BF136188.D\data.ms (-2729) (-} | m/z 205.20 100.00%
107.1 205.2

55.0
5000
[ A by
409.3 LA B B I
“F% 313.2 “460 18.00 18.50
0! {ls “‘M ﬂ“lh“‘_““ m/z 107.05  85.83%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #315405: Lup-20(29)-en-3-one
205.0
109.0
424.0 FJWW
55. 18.00 18.50
313.0 m/z 108.95  80.87%
il H 2o | 690
0 H‘\‘ H\}l\\ H\
miz--> 50 100 150 200 250 300 350 400 450

Abundance #82840: 1-Oxaspiro[2.5]octane, 5,5-dimethyl-4-(3-methyl

41.0
gy Yoprk Y
18.00 18.50
5000 ITI/Z 95.00 79.72%
206.0
S LT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80428: (1S,4aR,7R)-1,4a-Dimethyl-7-(prop-1-en-2-yl)-1, —— ——
108.0 18.00 18.50
m/z 81.00 78.90%
5000
41.0 61.0
Lol I Ao
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112423\
Data File : BF136188.D

Acqg On : 24 Nov 2023 19:45
Operator : CG\JU

Sample : 05468-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110723.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|
Butane, 2-metho... 2.134 15.9 ng 611609 1 6.804 770905 20.0
2-Pentanone, 4-... 5.057 23.4 ng 900199 1 6.804 770905 20.0
n-Hexadecanoic ... 11.869 5.7 ng 350026 4 11.328 1223500 20.0
Octadecanoic acid 12.657 3.4 ng 126947 5 13.980 737567 20.0
Carbonic acid, ... 13.845 5.8 ng 213133 5 13.980 737567 20.0
Lup-20(29)-en-3... 18.186 4.5 ng 154392 6 15.463 687834 20.0
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