LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc :

ALS vial : 8 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135530.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.375 556 559 578 rBV 2667365 2979630 100.00% 10.990%
2 6.393 728 732 749 rBV 3078677 2945649 98.86% 10.864%
3 6.740 788 791 799 rBV 1179742 1011664 33.95% 3.731%
4 7.304 883 887 900 rBV 1844767 1851925 62.15% 6.830%
5 8.022 1005 1009 1014 rBV 1413740 1244794 41.78% 4.591%
6 8.651 1111 1116 1119 rBV6 34124 71078 2.39% 0.262%
7 8.975 1168 1171 1174 rBV3 57506 86146 2.89% ©0.318%
8 9.010 1174 1177 1179 rVWW4 86871 95747 3.21% ©.353%
9 9.098 1186 1192 1195 rBV 3033161 2738176 91.90% 10.099%
10 9.169 1200 1204 1208 rBV2 312026 394134 13.23% 1.454%
11 9.216 1209 1212 1214 rBV2 137077 151538 5.09% ©.559%
12 9.428 1246 1248 1250 rBV3 152218 144435 4.85% 0.533%
13 9.481 1254 1257 1259 rW 954971 830211 27.86% 3.062%
14  9.534 1263 1266 1270 rVV2 376228 435704 14.62% 1.607%
15 9.640 1281 1284 1286 rBvV2 754283 819250 27.50%  3.022%
16 9.687 1289 1292 1294 rVB 1448602 1338407 44.92% 4.936%
17  9.722 1294 1298 1300 rBV3 441073 557167 18.70%  2.055%
18 9.751 1300 1303 1305 rBV 612534 650498 21.83%  2.399%
19 9.781 1305 1308 1311 rVB 1185193 1057766 35.50% 3.901%
20 9.816 1311 1314 1317 rBV2 504746 728758 24.46% 2.688%

21 10.045 1350 1353 1354 rBvV2 427841 444109 14.90%
22 10.145 1368 1370 1374 rBV2 706298 839556 28.18%
23 10.187 1374 1377 1380 rBV2 1532329 1436231 48.20%
24 12.881 1832 1835 1838 rVB 1181715 1045036 35.07%
25 13.910 2007 2010 2011 rBV 150281 135315 4.54%
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R

26 13.933 2011 2014 2018 rVB 854439 784548 26.33%
27 14.422 2094 2097 2105 rVB 619731 684607 22.98%
28 14.557 2117 2120 2124 rVB 139728 127266  4.27%
29 15.033 2198 2201 2206 rVB 119815 136473  4.58%
30 15.392 2258 2262 2273 rVB 738890 1000087 33.56%
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31 15.845 2336 2339 2344 rVB 76425 108513 3.64%
32 18.898 2852 2858 2868 rVB5 72898 238399 8.00% 0.879%
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Sum of corrected areas: 27112817
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 02 Oct 2023 16:38
¢ CG\JU
. 04668-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
BF135530.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF135530.D\data.ms

6.393
5.375

7.304

6.740

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

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF135530.D\data.ms

8.022

0

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF135530.D\data.ms

13.933

15.392

15.845 18.89:i

_— - TR

T ‘ T T ‘ T T ‘ T T ‘ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.169 7.45 ng 394134  Acenaphthene-d10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 91
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 52
3 Bicyclo[3.1.1]heptan-3-one, 2-(b... 192 C13H200 1010163-96-1 25
4 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 22
5 2-Anthracenamine 193 C14H11N 000613-13-8 18

Abundance Scan 1204 (9.169 min): BF135530.D\data.ms (-1200) (-) m/z 193.20 100.00%
198.2

55.0
95.1 1231
5000
TR T T T
151.1 8.80 9.00 9.20 9.40
0 m/z 55.05 80.31%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0

5000 69.0 950 B R AR e
8.80 9.00 9.20 9.40

m/z 95.10 67.06%

.

151.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

8

193.0
S
8.80 9.00 9.20 9.40
5000 55.0 m/z 123.10 67.05%
109.0
81.0
29.0 ‘ ‘
137.0
0 R TP Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #66947: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-di AR ARBARERSERERESE

69.0 95.0 8.80 9.00 9.20 9.40

410 m/z 41.10  64.10%
5000
123.0
149.0
b L LT o

O et ll M e

miz-> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.216 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.216 2.87 ng 151538  Acenaphthene-di10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-amino- 109 C6H7NO 000591-27-5 30
2 Acetic acid, 2-(4-fluorophenyl)-... 196 C11H13F02 1000439-01-8 27
3 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 27
4 1-(2-Fluorobenzyl)-3-piperidinam... 304 C14H16F4N20 1000469-11-0 27
5 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 021391-98-0 27

Abundance Scan 1212 (9.216 min): BF135530.D\data.ms (-1209) (-) m/z 43.00 100.00%

43.0
109.1
5000 1511
69.1
e AAARmamamEEEE S
‘ 191.2 8.80 9.00 9.20 9.40 9.60
bbb m/z 109.10  74.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6274: Phenol, 3-amino-
109.0
5000 80.0 [ T T
8.80 9.00 9.20 9.40 9.60
53.0 m/z 95.10 63.90%
280, | |
0 \\\‘\‘}‘\\‘}h\\“\\“WM\\\“\\‘\\‘\H\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71177: Acetic acid, 2-(4-fluorophenyl)-, isopropy! ester
109.0
o AAAREamaEEESE SR
43.0 8.80 9.00 9.20 9.40 9.60
5000 m/z 151.05 51.32%
83.0
ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #12237: Cyclopentane, 2-ethylidene-1,1-dimethyl- R e e
109.0 8.80 9.00 9.20 9.40 9.60
m/z 41.10 40.86%
67.0
- T w
0 R ARRRRRE e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38

Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: 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 3 Naphthalene, decahydro-1,6-... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.428 2.73 ng 144435  Acenaphthene-di10 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 83
2 1,3-Bis(bromomethyl)cyclohexane 268 C8H14Br2 1000216-89-9 43
3 1,2,5-Oxadiazole, 3-methyl-4-(5-... 165 C6H7N50 1000337-72-1 38
4 1-[1-Methyl-1-(4-methyl-cyclohex... 203 C14H21N 1000192-41-8 35
5 .alpha.-Fluorophenylacetic acid 154 C8H7F02 001578-63-8 30
Abundance Scan 1248 (9.428 min): BF135530.D\data.ms (-1246) (-) m/z 109.10 100.00%
109.1
165.2
5000
55.0 81.1
T ARREEEEEEY
| H ‘H | e | 19‘3-2 2201 9.20 9.40 9.60 9.80
0 bbbl el e 2D T m/z 95010 67.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85384: Naphthalene, decahydro-1,6-dimethyl-4-(1-meth
109.0

165.0

%

5000 S
55.0 g81.0 9.20 9.40 9.60 9.80
29.0 | 208.0
|

m/z 165.15 59.13%
\‘ ‘ Ly H Al ‘}‘ ‘\135'0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220

o

E

Abundance #158722: 1,3-Bis(bromomethyl)cyclohexane
109.0
e
41.0 9.20 9.40 9.60 9.80
5000 67.0 m/z 81.10 32.52%
191.0

ol b 2380,

m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z-->

Abundance #40671: 1,2,5-Oxadiazo

le, 3-methyl-4-(5-methyl-1H-1,2,4

109.0 9.20 9.40 9.60 9.80
m/z 55.05 32.15%
5000 165.0
56.0
83.0 135.0
O e ARRE T
20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.481 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.481 15.70 ng 830211  Acenaphthene-di10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
2 1-Methyl-3-(trifluoromethyl)-1H-... 193 C7H1@F3N3 1000511-73-1 38
3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 37
4 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 33
5 2-Anthracenamine 193 C14H11N 000613-13-8 27

Abundance Scan 1257 (9.481 min): BF135530.D\data.ms (-1254) (-) m/z 193.20 100.00%

193.2
5000 411 991 123.1
95.1
PO T
‘ h ‘ | ‘ o1 | 9.20 9.40 9.60 9.80
Ol e il 3922 L2180y 69,10 48.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 L L B BN LR
150.0 9.20 9.40 9.60 9.80
95.0 m/z 41.10 43.74%
070 %20 690 | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68158: 1-Methyl-3-(trifluoromethyl)-1H-pyrazol-4-amine,
198.0
42.0 SR
9.20 9.40 9.60 9.80
m/z 123.10 43.28%
5000 83.0
108.0
158.0
oﬁ?mhﬂwwmmmwyﬂmwmwwuwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe R R RN ERE
193.0 9.20 9.40 9.60 9.80
123.0
m/z 83.10 41.31%
41.0
0 165.0
N \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.534 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.534 8.24 ng 435704  Acenaphthene-d10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 45
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 000473-19-8 42
3 4-[(4-Fluorophenyl)methyl]piperi... 193 C12H16FN 092822-02-1 38
4 2(1H)-Naphthalenone, octahydro-4... 208 C14H240 054594-42-2 30
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 15

Abundance Scan 1266 (9.534 min): BF135530.D\data.ms (-1263) (-) m/z 193.20 100.00%
198.2

41.1

95.1
5000
T [
21.1 9:50
0 1 2656 .z 41.18  76.76%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0

123.0
95.0

55.0 950
m/z 55.10 72.43%
‘ ‘ 151.0
‘\\\\‘\\\‘\‘\‘U‘\\“‘ ‘\‘{\“‘ ‘ L\‘\\\\“\\}‘

\\\\‘H\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260

Abundance #19516: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0

%

5000

o

%

—
67.0 9.50
5000 m/z 95.10  71.29%

123.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67960: 4-[(4-Fluorophenyl)methyl]piperidine
193.0

o
w
[{e]
o

—
9.50
m/z 83.10 68.09%

69.0
109.0
5000
30.0
L e
bl ol ‘

obrbeofbetlododh gl e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.640 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.640 15.49 ng 819250  Acenaphthene-die 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 70
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 35
3 Cyclopropane carboxamide, 2-cycl... 207 C13H21NO 331416-19-4 30
4 Crotyl methacrylate 140 C8H1202 007376-45-6 18
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 18

Abundance Scan 1284 (9.640 min): BF135530.D\data.ms (-1281) (-) | m/z 69.10 100.00%
41.1 | 69.1

5000

_—
9.50 10.00
S 191 ' m/z s5.05  99.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0

o

—
9.50 10.00
m/z 41.10 89.79%

‘ ‘ 151.0
0 M“w““\"”H“‘kw“hww‘HM‘“‘\H“V‘JW‘!H\“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
69.0

T
9.50 10.00

41.0 o
5000 m/z 109.10 78.79%

153.0
\‘ I h‘\ | 1260 | 1810 2240
N N S R i il
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #83978: Cyclopropane carboxamide, 2-cyclopropyl-2-me

o

T
41.0 69.0 9.50 10.00

m/z 83.10 70.97%

5000

0, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.687 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.687 25.31 ng 1338410  Acenaphthene-d10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C10H11NO3 1000387-33-4 25
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 20
3 Succinic acid, tridec-2-yn-1-yl ... 420 C26H4404 1010391-10-5 18
4 (-)-trans-Pinane 138 C10H18 033626-25-4 18
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 14

Abundance Scan 1292 (9.687 min): BF135530.D\data.ms (-1289) (-) m/z 193.20 100.00%

198.2
69.1
09.1
5000
|
.

e
h52.1 | 9.50 10.00
b ot m/z 69.10  69.39%

miz--> 50 100 150 200 250 300
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am
105.0 193.0
52.0

5000

=

m/z 97.10 66.71%

— ‘} ‘\‘ e
miz--> 50 100 150 200 250 300
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-
55.0 95.0

T
9.50 10.00
5000 m/z 55.10 66.41%

15 | L%'o e
miz--> 50 100 150 200 250 300

Abundance #313448: Succinic acid, tridec-2-yn-1-yl non-3-en-1-yl est T
69.0 9.50 10.00

m/z 41.10 62.37%

124.0
29'(1\ “‘ il 161.0197.0 2350  297.0

0 ““H““u_”“HH‘HH_H — —
miz--> 50 100 150 200 250 300 9.50 10.00

48.0 ‘9.‘50‘ 10.00
‘\ \h ‘

o

o

8270-BF091123.M Tue Oct 03 13:41:52 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown9.722 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.722 10.53 ng 557167  Acenaphthene-d10 9.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 30
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004755-33-3 30
3 Imidazolidin-2-one, 1-(2-fluorob... 208 C1OH9FN202 1010310-62-2 30
4 3,7-Dimethyloct-6-enyl isobutyl ... 256 C15H2803 1000372-79-6 27
5 1,3-Benzenediol, 4-ethyl- 138 C8H1002 002896-60-8 25

Abundance Scan 1298 (9.722 min): BF135530.D\data.ms (-1294) (- | m/z 123.10 100.00%

128.1
55.1
5000 951
193.2

‘152-1 ‘ ‘ 9.50 10.00

0 el bl L2202 55 16 72, 80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane #N”MAﬂAMﬁ&$JRM/mf/mﬂ
69.0

5000 410 109.0 137.0 — —

9.50 10.00
‘ m/z 41.10 58.23%

|

o

]\-\5‘\.‘()\‘1‘\\ \\\‘H\“‘\‘\‘\\H‘h\\M‘!“\‘H\\“\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19562: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.alf
55.0 95.0

T
9.50 10.00
5000 m/z 109.10 51.72%

123.0
ol T Y N
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #84425: Imidazolidin-2-one, 1-(2-fluorobenzoyl)- ——
123.0 9.50 10.00

m/z 69.10 50.72%

5000 95.0
180.0 208.0
e 69#) ] "
N |

152.0
Ol bt e b 2929 L b e -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF091123.M Tue Oct 03 13:41:53 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl@.045 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.045 8.40 ng 444109  Acenaphthene-d10 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl eicosyl ether 354 C24H500 1000406-40-7 43
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 35
3 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 35
4 Butyl hexacosyl ether 438 C30H620 1000406-41-0 27
5 11-Tricosene 322 C23H46 052078-56-5 25
Abundance Scan 1353 (10.045 min): BF135530.D\data.ms (-1350) (- m/z 133.05 100.00%
57.1 133.1
97.1
5000
204.2 T I
71.1 10.00
ol it 2382 m/z 57.10  93.08%
mfz--> 50 100 150 200 250 300
Abundance #264241: Butyl eicosyl ether
57.0
5000 — :
10.00
97.0 m/z 43.10 90.53%
0 T ‘\ \“ ‘h\ “H ‘M‘ “ \‘H \%\3\9 ? T ]\_8\2 \O 224\0\ ‘ \2\8\0 \()‘ T L
m/z--> 100 150 200 250 300
Abundance #277469:Cafbonk:add,emosyIWnylemer
57.0
T
10.00
5000 ITI/Z 55.10 79.27%
7.0
ol “h “ \H\ L‘ ‘\\ \\‘4‘1‘0‘ 182‘0 — ‘2‘5‘2"0‘ — ‘32‘5"
m/iz--> 50 100 150 200 250 300
Abundance  #263833: Oxalic acid, cyclobutyl pentadecyl ester e
55.0 10.00
m/z 83.10 69.70%
5000 M
7.0
ol 1 h ‘L L4 1370 210.0 2550
i i3 e e
m/z--> 50 100 150 200 250 300 10.00

8270-BF091123.M Tue Oct 03 13:41:54 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\

Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38

Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 10 1H-Indene, octahydro-2,2,4,... Concentration Rank 4

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

10.145 15.87 ng 839556  Acenaphthene-di10 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 58

2 1H-Indene, octahydro-2,2,4,4,7,7.

3 1-(p-Fluorophenyl)-4-piperidone
4 Cyclopropane carboxamide, 2-cycl...

.. 208 C15H28

193 C11H12FNO
207 C13H21NO

054832-83-6 53
1000238-56-7 30
331416-19-4 25

5 Neopentylidenecyclohexane 152 C11H20 039546-80-0 25
Abundance Scan 1370 (10.145 min): BF135530.D\data.ms (-1368) (- m/z 193.20 100.00%
55.1 193.2
123.1
97.1
5000
1000 10.50
159.1 221.2 5eo . : :
omwm“!“‘l‘u“‘luuwM‘m‘wuuw‘m‘whH‘umH“HH_MZ?"QW m/z 55.10 87.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 950 — —
10.00 10.50
m/z 69.10 80.96%
I
0\\\’\\\\’\\\\‘\U‘\\‘\\\\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\!\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.0
69.0 123.0 — —
41.0 10.00 10.50
5000 95.0 ITI/Z 123.10 73.51%
oh-. o |
m/z--> 20 40 60 80 100120140160180200220240
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone — —
193.0 10.00 10.50
m/z 41.10 72.87%
123.0
5000
150.0
95.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF091123.M Tue Oct 03 13:41:55 2023

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.187 27.16 ng 1436230  Acenaphthene-d10 9.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 59
2 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47
3 3-Fluorobenzoic acid, 1-cyclopen... 236 C14H17F02 1000279-04-7 47
4 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17NO2 1000306-89-3 47
5 3-Fluorobenzoic acid, 3-methylbu... 208 C12H13F02 154559-38-3 46

Abundance Scan 1377 (10.187 min): BF135530.D\data.ms (-1374) (- m/z 123.10 100.00%
1238.1

5000 55.1
81.1

— —
173.1 10.00 10.50
a1 | j2s72 m/z 55.10  43.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on

207.2
H wll

O

1238.0
43.0
5000 179.0 T 1
2220 10.00 10.50
' m/z 69.10 39.25%
| 090 95‘0 _|153.0
O\‘\‘\\\‘\\\H\‘\‘\‘\\H‘H\\‘\H\“\\\\‘\‘\\\‘\‘\\‘\‘M\\\\}\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41427: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
128.0
—r —
10.00 10.50
5000 m/z 109.10 37.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #118376: 3-Fluorobenzoic acid, 1-cyclopentylethyl ester T —
96.0 123.0 10.00 10.50

m/z 41.10 36.82%

41.0

0 L AL 15101790 221.0
ot il L 2790 2210 —

‘ 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF091123.M Tue Oct 03 13:41:56 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Strychnidin-10-one, 2,3-dim... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.422 17.45 ng 684607 Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N205 017301-81-4 64
2 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 60
3 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 50
4 Stigmasta-4,6,22-trien-3.beta.-o0l 410 C29H460 096737-58-5 47
5 2-quinoxalinecarbonitrile, 6-(di... 410 C25H38N40 1000399-06-1 38
Abundance Scan 2097 (14.422 min): BF135530.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1
410.:
5000
—
] 102. ?19\0 1233 1 307.1352.2 14.50
0 HH‘Mmo_‘?umm‘m‘_m_m_mu - 'm/z 410.25 73.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #307835: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410.C
5000 363.0 T
14.50
m/z 411.30  23.08%
770 1350 2030 280.0 ‘ H‘
oL \\m U\u ‘H\“‘Mu‘ ‘\‘m w il l m\n \ i ‘u\ i H il u\ i ‘H ‘mm‘mwh‘ s \}h " \ i
m/z--> 50 100 150 200 250 300 350 400
Abundance #308159: Ferrocene, 1,1',3,3-tetrakis(1,1-dimethylethyl)-
410.C
Hr—
14.50
5000 m/z 395.30 20.14%
oL 560 1340 1980 2660 %9
I e T T e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d P
410.C 14.50
m/z 41.10 18.35%
5000
326.0
“““H“““‘H“““‘_““ ““““ : —
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF091123.M Tue Oct 03 13:41:57 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1,4-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.557 3.24 ng 127266  Chrysene-di12 13.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 91
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 64
3 3-Chloropropionic acid, 2-ethylh... 220 C11H21C1l02 091369-31-2 25
4 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 18
5 Phthalic acid, monodecyl ester 306 C18H2604 024539-60-4 16

Abundance Scan 2120 (14.557 min): BF135530.D\data.ms (-2117) (-] ' m/z 70.10 100.00%
70.1
149.0
5000 261.1
I T
H “ ‘ | 193.1 304.1 353.2 14-50
ob bl L ] J293 L IS0 S35 miz 149.00  62.64%
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 67.0 ‘14‘50‘ |
' 261.0 :
m/z 57.05 48.53%
22q |1)
0 \“\ ‘\‘ T L\‘ \““\ 1 \‘\ } T ‘2:!-7\9\ T \‘ T ‘3‘3‘3‘0\ T
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
I T
112.0 14.50
5000 261.0 ITI/Z 261.10 46.73%
67.0
29.
0 % ‘ I “‘ || 2070 | soa03470
R R T B e St L
m/z--> 50 100 150 200 250 300 350
Abundance  #98446: 3-Chloropropionic acid, 2-ethylhexyl ester P i
70.0 14.50
m/z 112.10 44.,65%
5000
112.0
27.
i T atl
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF091123.M Tue Oct 03 13:41:58 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.033 2.73 ng 136473  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 83
2 Octadecane 254 C18H38 000593-45-3 80
3 Docosane, 1l-iodo- 436 C22HA5I 1000406-31-9 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80

Abundance Scan 2201 (15.033 min): BF135530.D\data.ms (-2198) (- m/z 57.05 100.00%

57.0
5000
9.1 R ‘
15.00
41.0 207.0
- u“ ‘“H‘ ! u““““w‘ Tn, 20002470 3010 8812 0 7110 63.75%
mi/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
5000

—
15.00
m/z 43.10 60.92%

.

L1 P29 1e0 1980
O\\\\“\\‘\M\“[!“\“\V‘\\\\‘]\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
T \
15.00
5000 ITI/Z 85.10 47.16%
‘ 9.0
oL Lilii, 1t0es0 2500
m/z--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- — ‘
57.0 15.00
m/z 41.10 17.90%
9.0
oL %%m0zm0 300 -
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF091123.M Tue Oct 03 13:41:59 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 15 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.845 2.17 ng 108513  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 72
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 62

Abundance Scan 2339 (15.845 min): BF135530.D\data.ms (-2336) (- m/z 57.10 100.00%

57.1
5000
91 — —r
15.50 16.00
1.1 1911 281.0
O+ “H‘u L I 23602810 34113841 T o) e 71.84%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 — e
15.50 16.00
m/z 43.10 61.13%
O T \“\ ‘\“‘ \“H \“‘\h“ \“‘ \1\4.\]-‘0\1-\8\3\?\ 1T ‘2\6§ \0\ ‘ T T 1T ‘ T T 17T
miz—> 0 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —r
15.50 16.00
5000 m/Z 85.10 53.12%

0 Jm ‘h \‘M14101830225026703090 365.0
) “‘““‘““,““,“““““““‘

?

m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0 15.50 16.00
m/z 55.05 26.90%
5000 W/\W
9.0
0 15@1 il H I h‘ | 141 01783 0225.0 296.0
e e T e — —
m/z--> 0 50 100 150 200 250 300 350 15.50 16.00

8270-BF091123.M Tue Oct 03 13:42:00 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38

Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 16 Urs-12-en-23-oic acid, 3-(a... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.898 4.77 ng 238399  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Urs-12-en-23-o0ic acid, 3-(acetyl... 512 C33H5204 1000505-76-4 83
2 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 68
3 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 58

4 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 53
5 (3aR,4R,7R)-1,4,9,9-Tetramethyl-... 218 C15H220 003466-15-7 53
Abundance Scan 2858 (18.898 min): BF135530.D\data.ms (-2852) (- m/z 218.15 100.00%
218.2
5000 43.0
19.0 «/é\»“““ FT
i W LiLbi ], 2721 aaaa e
O ol b M Mool Lo pois i m/z 43.00 51.62%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339896: Urs-12-en-23-oic acid, 3-(acetyloxy)-, (4.beta.)-
218.0
5000 L L B BN B
18.60 18.80
430 119.0 m/z 189.10  31.62%
ol m J M! M w J\l‘m‘ yes L 12200 ar70437.0 S12¢
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)-
218.0
R e et e
18.60 18.80
5000 ITI/Z 203.10 30.47%
43.0 1220
obLi Lo | s || zaouso ssomao
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #96850: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-di RN
218.0 18.60 18.80
m/z 95.05 25.44%
5000
e o WMWA/WVW/\AW
Ll
m/z--> 50 100 150 200 250 300 350 400 450 500 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100223\
Data File : BF135530.D

Acqg On : 02 Oct 2023 16:38
Operator : CG\JU

Sample : 04668-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
Decahydro-1,1,4... 9.169 7.5 ng 394134 3 9.781 1057770 20.0
unknown9.216 9.216 2.9 ng 151538 3 9.781 1057770 20.0
Naphthalene, de... 9.428 2.7 ng 144435 3 9.781 1057770 20.0
unknown9.481 9.481 15.7 ng 830211 3 9.781 1057770 20.0
unknown9.534 9.534 8.2 ng 435704 3 9.781 1057770 20.0
unknown9. 640 9.640 15.5 ng 819250 3  9.781 1057770 20.0
unknown9.687 9.687 25.3 ng 1338410 3 9.781 1057770 20.0
unknown9.722 9.722 10.5 ng 557167 3 9.781 1057770 20.0
unknown10.045 10.045 8.4 ng 444109 3 9.781 1057770 20.0
1H-Indene, octa... 10.145 15.9 ng 839556 3 9.781 1057770 20.0
2,11-Dioxabicyc... 10.187 27.2 ng 1436230 3 9.781 1057770 20.0
Strychnidin-10-... 14.422 17.4 ng 684607 5 13.933 784548 20.0
1,4-Benzenedica... 14.557 3.2 ng 127266 5 13.933 784548 20.0
Tetradecane 15.033 2.7 ng 136473 6 15.392 1000090 20.0
Nonadecane 15.845 2.2 ng 108513 6 15.392 1000090 20.0
Urs-12-en-23-0i... 18.898 4.8 ng 238399 6 15.392 1000090 20.0
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