LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc :

ALS Vvial : 20 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136504.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 15 19 32 rVB2 38434 71165 2.78% ©.389%
2 5.034 496 501 508 rBvV 347363 406430 15.90% 2.220%
3 5.440 565 570 573 rBV 2493956 2200727 86.12% 12.020%
4 6.440 735 740 743 rBV 2200616 2104389 82.35% 11.493%
5 6.628 768 772 783 rBV4 30085 43287 1.69% 0.236%
6 6.793 797 800 807 rVB 861431 664531 26.00%  3.629%
7 7.357 884 896 899 rBV 1517658 1396560 54.65% 7.628%
8 7.610 934 939 944 rVB2 35870 39173 1.53% 0.214%
9 8.069 1012 1017 1021 rBV 1035665 831766 32.55% 4.543%
10 8.387 1069 1071 1075 rBV 31974 38676 1.51% 0.211%
11 9.151 1196 1201 1204 rBV 2983638 2555424 100.00% 13.957%
12 9.228 1211 1214 1219 rVB 44947 47455 1.86% 0.259%
13 9.551 1264 1269 1271 rBv4 33563 37190 1.46% 0.203%
14 9.763 1303 1305 1309 rVB 34508 29065 1.14% 0.159%
15 9.828 1312 1316 1319 rVB 935411 752026 29.43% 4.107%
16 9.934 1330 1334 1337 rVB4 25526 34536 1.35% ©0.189%
17 10.486 1422 1428 1430 rBV 34021 40563 1.59% 0.222%
18 10.616 1446 1450 1462 rBV 1294423 1132996 44.34% 6.188%
19 10.751 1468 1473 1476 rBV2 53767 81713 3.20% 0.446%
20 11.186 1544 1547 1549 rBV 36336 29779 1.17% 0.163%
21 11.216 1549 1552 1557 rVB2 41022 44119 1.73% 0.241%
22 11.316 1565 1569 1573 rBV 840285 688996 26.96% 3.763%
23 11.616 1617 1620 1623 rBV 35890 32202 1.26% 0.176%
24 11.857 1657 1661 1669 rBV 449715 431780 16.90%  2.358%
25 12.027 1687 1690 1693 rVB3 36267 31113  1.22% 0.170%
26 12.410 1751 1755 1757 rBV3 59027 77307 3.03% 0.422%
27 12.645 1792 1795 1801 rBV 195493 204423 8.00% 1.116%
28 12.769 1813 1816 1818 rBvV2 39761 47835 1.87% 0.261%
29 12.792 1818 1820 1823 rVB2 39550 34253 1.34% 0.187%
30 12.916 1836 1841 1844 rBV 2596076 2202978 86.21% 12.032%
31 13.151 1878 1881 1884 rBV2 53975 54850 2.15% ©.300%
32 13.357 1914 1916 1919 rVB3 42146 37722 1.48% 0.206%
33 13.827 1994 1996 1998 rBV3 48226 38319 1.50% 0.209%
34 13.969 2017 2020 2024 rBV 708875 671801 26.29% 3.669%
35 15.457 2269 2273 2278 rVB 394287 502311 19.66% 2.743%

36 16.174 2392 2395 2407 rVB3 188090 360400 14.10%  1.968%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.621 2467 2471 2480 rVB2 168036 311670 12.20% 1.702%

Sum of corrected areas: 18309530
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Dec 2023 22:28
¢ CG\JU
. 05659-01

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
BF136504.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

APUDSBS:
2500000
2000000
1500000
1000000

500000

0

TIC: BF136504.D\data.ms

5.440
6.440

7.357

6.793

5.034

-199 6.628 7.610

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

AP0
2500000
2000000
1500000
1000000

500000

TIC: BF136504.D\data.ms

9.151
12.916

10.616

8.069

0
Time-->

== = ‘
10.00 10.50 11.00 13.00

APUDSBS:
2500000
2000000
1500000
1000000

500000

TIC: BF136504.D\data.ms

13.969

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Propane, 1,1-dimethoxy- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
2.199 2.14 ng 71165 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 50
2 2-Propanol, 1,1-dimethoxy-, acetate 162 C7H1404 074495-37-7 38
3 2,2'-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 16
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 16
5 2,5-Diethoxy-3-methyl-3-vinylhexane 214 C13H2602 1000432-70-8 12
Abundance  Scan 19 (2.199 min): BF136504.D\data.ms (-15) (-) m/z 75.00 100.00%
75.0
5000 45.0

e

102.9 2071 2.20 2.40 2.60
o‘H‘_HwiHHw‘m‘w:M‘_'m‘HH_Ww_wm m/z 73.10  74.50%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #5393: Propane, 1,1-dimethoxy-

75.0
5000 L L B B B B
45.0 220 240  2.60
m/z 45.00 41.54%
15.0
O\\\‘\‘\HH\\“H\‘\\\“‘\\‘!w‘\\\1\()‘\3.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
75.0 /\
S e
2.20 2.40 2.60
5000 43.0 m/z 41.00 24.30%
0 102.0 131.0 161.0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25209: 2,2"-Bi-1,3-dioxolane T
73.0 2.20 2.40 2.60
m/z 47.00 12.07%
5000 45.0
0 190 1010 146.0
e e e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60
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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\BF121123\
BF136504.D

: 11 Dec 2023 22:28
¢ CG\JU
. 05659-01

: 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.034 12.23 ng 406430  1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 501 (5.034 min): BF136504.D\data.ms (-496) (-) m/z 43.05 100.00%

43.0
5000
101'1 \\\\‘\\\\‘\\\\’\\\\‘\\\
‘ 4.80 5.00 5.20 5.40
Ob e hii®®e . 2971 nyz 59.10 66.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L L BN U
4.80 5.00 5.20 5.40
101.0 m/z 101.10 24.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
A AR ERRREE
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.54%
0 38.0 126.0
T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- e EAARRRRE RS
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.48%
5000
20.0 ‘ 101.0
e —— NOVURIES LNURSprwie
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

8270-BF120523.M Tue Dec 12 04:02:30 2023

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.751 2.37 ng 81713  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 78
3 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 1473 (10.751 min): BF136504.D\data.ms (-1468) (- m/z 57.10 100.00%
7.1

57.
5000
85.1

L
H | ‘ | 127.1 183.1 10.50 11.00
rrrrretbpeth et ke ooty | m/z 71,05 71.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 17
10.50 11.00
m/z 43.10 40.33%
| J

27.0 99.0
O 77 1m0 1830 g390
’HH‘H\\‘H\\‘\\\\‘H\\‘\\H‘\\\\‘HH‘\\\\‘HH‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

——
10.50 11.00
5000 m/z 41.05 26.26%

113.0
o 155.0 196.0 538 5267.0
SN S S iy < 0 E R
m/z-> 20 40 60 80 100120140160180200220 240260280

Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester ——
57.0 10.50 11.00

m/z 85.10  25.96%

5000
113.0
ZZTO“\ ‘M l h‘ | ‘\‘ 155.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 10.50 11.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.857 12.53 ng 431780  Phenanthrene-d10 11.316
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1661 (11.857 min): BF136504.D\data.ms (-1657) (- m/z 73.00 100.00%
431 730
5000 129.0
213.2 - e
“1? ‘ 157.1185.2 ‘ 256.1 1150 1200
0 W,HH“‘:“J‘JH“1“ “”w”whw \”\‘u‘mw“‘u‘m\‘Hw“u\‘\‘\‘m‘m!“u m/z 60.00 91.86%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — —
213.0 11.50 12.00
‘ 157 0185 0 m/z 43.10 83.49%
O ’
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance
73.0
43.0 T [ .
11.50 12.00
5000 129.0 m/z 57.05 78.74%
185.0
228.0
150 101.0 157.0
o SUSE IETRRE.
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid T —
73.0 11.50 12.00
43.0 m/z 55.10 70.92%
5000 129.0
171.0
‘ 214.0
‘\ HJ I ‘\‘ Wl HH cm bl ‘ M ‘ ‘
(AMNS 1 LAY 1 Y R e S
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 7,10-Hexadecadienoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.410 2.24 ng 77307  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,10-Hexadecadienoic acid, methy... 266 C17H3002 016106-03-9 83
2 Z,Z-3,13-0Octadecadien-1-0l1 266 C18H340 1000131-10-9 64
3 9,12-Hexadecadienoic acid, methy... 266 C17H3002 002462-80-8 64
4 Oxacycloheptadec-8-en-2-one, (8Z)- 252 C16H2802 000123-69-3 58
5 (1S,4aS,4bs,7S,8aS,10asS)-7-Isopr... 262 C19H34 002221-95-6 55

Abundance Scan 1755 (12.410 min): BF136504.D\data.ms (-1751) (-] ' m/z 67.00 100.00%
67.0

5000

%

12.50
m/z 55.05 88.39%

0,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance  #155790: 7,10-Hexadecadienoic acid, methyl ester
67.0

-

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance  #155791: 9,12-Hexadecadienoic acid, methyl ester
67.0 12.50

m/z 95.00 71.72%

5000
12.50
39.0 m/z 57.10 81.86%
A ‘ | M“
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
55.0
—r—
96.0 12.50
5000 m/z 81.00 77 .63%
35.0 66.0
163.0 194.0222.0
o o B 3L i v M A
—r—

5000 95.0

29.0

266.0
235.0
0 H‘ ‘\“H ‘H‘ I m‘ ‘h il ‘H L \H‘ H‘\ it \\164 0192 0 | ‘

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.645 6.09 ng 204423  Chrysene-di12 13.969
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 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 1795 (12.645 min): BF136504.D\data.ms (-1792) (| m/z 72.95 100.00%
73.0
411
5000 129.0
1852 2412 T T T T T T
‘ ‘ 284.3 12.50 13.00
(N — e VRPN S SOV N1 SV it —  m/z 43.10 91.84%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000{ 41.0 284.0 — ——
185.0 241.0 12.50 13.00
m/z 59.95 84.79%
0! w‘\\‘\‘wl H“‘ | I, ‘L L “ N ““ l ‘\‘ : “‘ —
miz-> 50 100 150 200 250 300
Abundance
73.0
41.0
Per=ry =
12.50 13.00
5000 129.0 m/z 55.10 83.93%
199.0 2420
0 167.0
e e s e LA aa e e e
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
m/z 57.10 78.66%
5000 41.0
129.0
185.0 228.0
oL ““ “‘J‘u‘u“ l ‘ {ML‘H} “ ‘ I m‘\ s \‘ — ‘\‘ T — —r
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 17.alpha.(H),21.beta.(H)-Ho... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.174 14.35 ng 360400 Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 90
2 (4aS,8aS)-8-Isopentyl-4,4,7,8a-t... 262 C19H34 220766-79-0 64
3 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 60
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 52
5 6-(2-Fluoro-phenyl)-5-nitro-pipe... 238 C11H11FN203 1000275-16-4 43
Abundance Scan 2395 (16.174 min): BF136504.D\data.ms (-2392) (-} | m/z 191.20 100.00%
191.2
5000 81.1
361 1600 1650
383.3
oL H hd \‘ \‘\“\ | ‘\h‘n““ “h IL A i‘h‘; “l2‘\4‘?‘\ ‘2\‘”‘ ‘ “‘?"‘2?‘% s ‘4‘3‘4‘? m/z 177.20  45.13%
miz--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
69.0
5000
123.0 1600 1650
m/z 81.10 44.35%
‘ 412.0
e b Ul 00 sisodm0
m/z--> 100 150 200 250 300 350 400
Abundance
191.0
— —
95.0 16.00 16.50
5000 m/z 95.05 42.33%
41.0 247.0
143.0
I L . e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane T —
191.0 16.00 16.50
m/z 109.10 30.49%
81.0
5000
398.0
RS w\“\ | u\w b 25003130 || S
m/z--> 5 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 unknownl6.621 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.621 12.41 ng 311670  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 91
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 49
3 15-Isobutyl-(13.alpha.H)-isocopa... 332 C24H44 087953-47-7 43
4 2-Fluoro-6-trifluoromethylbenzoi... 404 C22H32F402 1000338-53-9 38
5 Isophthalic acid, 2-fluorophenyl... 302 C17H15F04 1000344-65-0 38
Abundance Scan 2471 (16.621 min): BF136504.D\data.ms (-2467) (| m/z 191.15 100.00%
191.2
5000 95.1
—— —
16.50 17.00
3974
0 m”‘ “‘L T H‘ u ’Hd‘ L B0, B0 T 485 s os.10 37.90%
mlz--> 100 150 200 250 300 350 400 450
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane
191.0
69.0
5000 —r— —
123.0 16.50 17.00
m/z 81.00 32.70%
‘ 412.0
O T \ \ ‘ T H ‘}“ “H ‘\“\“‘\ ‘i‘ \‘\l\ \‘J“\ ‘\ \‘ \2!’:_)9\()\ \3’1\3\\0\3’6\3\\0\" \L\ T ‘ T
m/z--> 100 150 200 250 300 350 400 450
Abundance
191.0
—— —
16.50 17.00
500028.0 m/z 69.10  23.22%
135.0
81.0
T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239701: 15-Isobutyl-(13.alpha.H)-isocopalane —— —
191.0 16.50 17.00
m/z 137.05  22.80%
5000 69.0
123.0
‘ 332.0
0 ‘“‘H‘\\‘Hw’“uﬂ\ ‘h‘\\‘\‘ e "27‘60’1\ “xwm"m_ S S
m/z--> 50 100 150 200 250 300 350 400 450 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121123\
Data File : BF136504.D

Acqg On : 11 Dec 2023 22:28
Operator : CG\JU

Sample : 05659-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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|
Propane, 1,1-di... 2.199 2.1 ng 71165 1 6.793 664531 20.0
2-Pentanone, 4-... 5.034 12.2 ng 406430 1 6.793 664531 20.0
Pentadecane, 2,... 10.751 2.4 ng 81713 4 11.316 688996 20.0
n-Hexadecanoic ... 11.857 12.5 ng 431780 4 11.316 688996 20.0
7,10-Hexadecadi... 12.410 2.2 ng 77307 4 11.316 688996 20.0
Octadecanoic acid 12.645 6.1 ng 204423 5 13.969 671801 20.0
17.alpha.(H),21... 16.174 14.4 ng 360400 6 15.457 502311 20.0
unknownl16.621 16.621 12.4 ng 311670 6 15.457 502311 20.0
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