LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc :

ALS Vvial : 21  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: BF135368.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.004 491 496 506 rVB 73731 102334 3.26% 0.414%
2 5.398 559 563 582 rBv 3187318 3135537 100.00% 12.683%
3 6.404 729 734 737 rBV 3061620 3068827 97.87% 12.413%
4 6.757 791 794 800 rBV 928443 739459 23.58%  2.991%
5 7.322 885 890 893 rBV 2111364 1984253 63.28% 8.026%
6 8.033 1007 1011 1015 rBV 997801 896935 28.61% 3.628%
7 9.027 1176 1180 1182 rBV4 22603 34193 1.09% 0.138%
8 9.057 1182 1185 1188 rBV 60309 56253 1.79% 0.228%
9 9.116 1188 1195 1198 rBV 3184150 2791289 89.02% 11.291%
10 9.145 1198 1200 1203 rVB3 37691 40197 1.28% 0.163%
11  9.198 1203 1209 1211 rBV5 66280 103966 3.32% 0.421%
12 9.339 1230 1233 1234 rBV2 43566 45519 1.45% 0.184%
13 9.363 1234 1237 1239 rVW3 47049 58509 1.87% 0.237%
14  9.422 1244 1247 1250 rBV4 113330 139969 4.46% 0.566%
15 9.516 1260 1263 1266 rBV 240016 195766  6.24% 0.792%
16 9.545 1266 1268 1270 rVV2 63331 50119 1.60% 0.203%
17 9.604 1276 1278 1279 rBV2 57353 40684 1.30% ©0.165%
18 9.657 1284 1287 1291 rBV3 128706 254429 8.11% 1.029%
19 9.698 1291 1294 1297 rVB2 197598 198878 6.34% 0.804%
20 9.739 1299 1301 1303 rBvV3 89248 80418 2.56% 0.325%

21  9.792 1307 1310 1313 rVB 960141 860070 27.43%
22 10.051 1352 1354 1357 rBV2 214951 209550  6.68%
23 10.198 1377 1379 1382 rBV2 184251 181492 5.79%
24 10.451 1419 1422 1428 rVB 583517 652186 20.80%
25 10.592 1443 1446 1448 rBV 923223 833324 26.58%

WNO O W
~
w
N
3R

26 10.722 1465 1468 1474 rVB 1205796 1227717 39.15%
27 11.192 1544 1548 1552 rVB 1281199 1383480 44.12%
28 11.292 1562 1565 1573 rBV3 742037 997315 31.81%
29 11.539 1605 1607 1610 rVB 419164 342923 10.94%
30 12.274 1730 1732 1737 rVB 279404 293750  9.37%

[N NNT NN
()
w
A
R

31 12.739 1809 1811 1813 rVB 208338 147094  4.69%
32 12.886 1832 1836 1839 rBV 1909075 1826121 58.24%
33 13.945 2011 2016 2019 rBV2 731629 760044 24.24%
34 14.986 2189 2193 2196 rBV 130816 187000 5.96%
35 15.280 2241 2243 2248 rVB 72132 97441 3.11%

OO WNO®
[
N
N
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36 15.345 2251 2254 2259 rVB 100310 131117 4.18% 0.530%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS Vvial : 21  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
37 15.409 2261 2265 2269 rBV 473105 573773 18.30%  2.321%

Sum of corrected areas: 24721931
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Sep 2023 20:50
¢ CG\JU
. 04304-04

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
BF135368.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF135368.D\data.ms

5.398 6.404

7.322

6.757

5.004

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135368.D\data.ms

9.116

11.192

12.886

8.033

0
Time-->

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

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF135368.D\data.ms

13.945

Time-->

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 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.004 2.77 ng 102334  1,4-Dichlorobenzene-d4 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 496 (5.004 min): BF135368.D\data.ms (-491) (-) m/z 43.00 100.00%
59.1
5000
101.1 REEREEEEEE SRS S
‘ 83.0 4.60 4.80 5.00 5.20 5.40
b e b m/z 59.10 58.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L AL B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.86%
0\\‘\\\\‘\\\ﬁﬁ;?\\““\\\\‘\\‘\\‘\\\\‘\\\\??\.0\\‘\\\1\()“1\“\0\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R A RARR
4.60 4.80 5.00 5.20 5.40
5000 31.0 43.0 73.0 m/z 58.00 15.70%
0 84.0 101.0
T A e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- P
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.05%
5000
410 101.0
b 250 T i RO e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40

8270-BF091123.M Thu Sep 21 ©5:00:46 2023

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 2 Undecane, 3-cyclohexyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.198 2.42 ng 103966  Acenaphthene-di10 9.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-cyclohexyl- 238 C17H34 013151-78-5 50
2 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 43
3 Ethanone, 1-cyclohexyl- 126 C8H140 000823-76-7 41
4 Acetic acid, mercapto-, cyclohex... 174 C8H1402S 016849-98-2 38
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
Abundance Scan 1209 (9.198 min): BF135368.D\data.ms (-1203) (-) m/z 57.10 100.00%
57.1
83.1
5000
109'1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
591611 193.2 8.80 9.00 9.20 9.40 9.60
o IR S TR m/z 55.10 97.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121348: Undecane, 3-cyclohexyl-
57.0 83.0
5000 I L L R
8.80 9.00 9.20 9.40 9.60
125.0 -
29.0 154.0 m/z 41.10  85.25%
L] e e
OH\‘\‘\H“‘\H““W}i\“‘!HMH‘H}‘\‘MH\“H\“\‘HH‘HH‘\‘\‘H‘HH"\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
41.0 69.0
A mamE S
8.80 9.00 9.20 9.40 9.60
5000 m/z 83.10 82.57%
111.0
0Lt ettt el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13013: Ethanone, 1-cyclohexyl- R RN R RRRR
55.0 8.80 9.00 9.20 9.40 9.60
m/z 43.05 64.25%
83.0
5000
126.0
1T
bbb el e e e || e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 3 unknown9.422 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.422 3.25 ng 139969  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Bicyclohexyl, 4,4'-dimethyl- 194 C14H26 054823-99-3 38
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 30
3 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 30
4 2,6-Dimethylbicyclo[3.2.1]octane 138 C10H18 1000215-28-2 25
5 Isomyocorene 136 C10H16 006876-07-9 25

Abundance Scan 1247 (9.422 min): BF135368.D\data.ms (-1244) (-) m/z 55.10 100.00%

55.1 97.1
5000 131.1
1741
Raaas e A
04.2 9.00 9.20 9.40 9.60 9.80
(o} : m/z 97.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69409: 1,1'-Bicyclohexyl, 4,4'-dimethyl-
55.0 96.0
5000 I L L B
28.0 9.00 9.20 9.40 9.60 9.80
‘ 194.0 m/z 8l.10 77.90%
O \\\‘\‘\‘\ \““\\\M‘\‘”\\“‘h\ \‘\““\\\]_\2‘3\.\9\‘\\\\‘\\\\‘\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
Raaas e A
9.00 9.20 9.40 9.60 9.80
5000 m/z 96.10 65.65%
194.0
0 123.0 151.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69424: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, ci T T
55.0 9.00 9.20 9.40 9.60 9.80
97.0 m/z 118.00  51.15%
5000
194.0
PSS 0 O =T 1M o o P
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 Tetradecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.516 4.55 ng 195766  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
2 Tetradecane 198 C14H30 000629-59-4 72
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 1263 (9.516 min): BF135368.D\data.ms (-1260) (-) m/z 57.05 100.00%
57.0
5000 M//MJ"/WNNJ\
7.1 P |
ol b bl g 2112 m/z 43.10  80.42%
miz-> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 —— :
9.50
m/z 71.10 74.10%
99.0 1550
O T L ‘\‘ “‘\ h“‘ \H‘\ “‘ \‘ T ‘\ \‘ “\ T \1\9Z.0\ LI ‘ L L ‘ \32\4\.|
miz-> 50 100 150 200 250 300
Abundance
57.0
T \
9.50
5000 m/z 55.10 35.76%
. 90 1410 1980
—
miz--> 50 100 150 200 250 300
Abundance #33083: Decane, 2-methyl- T ‘
57.0 9.50
m/z 85.10 35.06%
5000
‘ 112.0
S e
m/z--> 50 100 150 200 250 300 9.50

8270-BF091123.M Thu Sep 21 ©5:00:48 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 unknown9.657 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.657 5.92 ng 254429  Acenaphthene-di10 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-butoxy-4-methoxy- 208 C12H1603 034127-96-3 41
2 6-Mercaptopurine 152 C5H4N4S 000050-44-2 41
3 Biphenylene 152 C12H8 000259-79-0 41
4 Acenaphthylene 152 C12H8 000208-96-8 41
5 Piperidine, 1-(cyanoacetyl)- 152 C8H12N20 015029-30-8 38
Abundance Scan 1287 (9.657 min): BF135368.D\data.ms (-1284) (-) m/z 152.05 100.00%
152.1
55.1
5000
831 4111
T —
193.2 9.50 10.00
0 il 12290 sz 55 10 57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84748: Benzaldehyde, 3-butoxy-4-methoxy-
152.0
5000 ‘9 ‘50‘ 5.0‘06
41.0 . :
208.0 m/z 69.10  49.68%
77.0 109.0
0 ‘HHM‘\ \‘HH\“‘\“\HH"‘\H‘\‘\i‘\\“‘i\H“H ‘\‘\:\L?Z.\O\\\‘\\‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
152.0
—— —
9.50 10.00
5000 m/z 41.10 49.24%
119.0
450 710
0 94.0
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29520: Biphenylene T —
152.0 9.50 10.00
m/z 83.10 38.99%
5000 MM
76.0
oJ27.0 500 7" 990 1260
e e e e e e e e —— ——
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\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 unknown9.698 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.698 4.62 ng 198878  Acenaphthene-die 9.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 27
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 25
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 25
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 25
Abundance Scan 1294 (9.698 min): BF135368.D\data.ms (-1291) (-) m/z 55.10 100.00%
55.1
’ T ‘ T T ‘ T
9.50 10.00
01 : m/z 41.10 83.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #87665: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0
97.0
5000 — —
9.50 10.00
290 167.0 m/z 97.10  75.89%
125.0
O \\“\“\\“\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 97.0
— —
9.50 10.00
5000 m/z 57.10 63.79%
194.0
0 123.0 151.0
e R A BASAARmasswssaa RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #228811: Dichloroacetic acid, tetradecyl ester — ——
43.0 9.50 10.00
83.0 m/z 83.10 53.83%
5000
111.0
‘\ ‘1390 168.0 196.0
o IR R i SR S — —
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\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.051 4.87 ng 209550  Acenaphthene-di10 9.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Hexacosane 366 C26H54 000630-01-3 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 59
5 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 52
Abundance Scan 1354 (10.051 min): BF135368.D\data.ms (-1352) (- m/z 57.10 100.00%
57.1
20 MAJN
10.00 |
1 .
o — ‘H | ““‘ W a9l 2381 njz a3.1e 77.51%
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane
57.0
5000 —— :
10.00
m/z 71.10  65.89%
9.0
OL\S\J\ ‘\‘ “‘\ “ \“‘\ ““ \“\]-\4\1‘0\ T \]-\9?\0\ T ‘ T 1T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T
10.00
5000 m/z 85.10 50.27%
99.0
0 141.0 183.0 225.0 267.0 309.0  367.(
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane 7 ‘
57.0 10.00
m/z 41.10 41.02%
5000 M
o UL 00 o -
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 2,4,6-Trimethyl-2-(4-methyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.198 4.22 ng 181492  Acenaphthene-die 9.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,6-Trimethyl-2-(4-methyl-pent... 206 C14H220 1000193-58-6 52
2 Longipinane, (E)- 206 C15H26 1000156-14-5 50
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 38
4 1,1-Dimethyl-4-methylenecyclohexane 124 C9H16 006007-96-1 38
5 Cyclohexene, 3,3,5-trimethyl- 124 C9H16 000503-45-7 25
Abundance Scan 1379 (10.198 min): BF135368.D\data.ms (-1377) (- m/z 123.10 100.00%
123.1
55.1
95.1
5000
149.1 206.2 R, L
| ‘ 177.1‘ H a1t 10.00 10.50
0! n le”w‘mmM bbb B3EL sz 55,10 73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82790: 2,4,6-Trimethyl-2-(4-methyl-pent-3-enyl)-2H-pyrg
123.0
5000 — ——
430 10.00 10.50
69.0 m/z 95.10 65.56%
‘ ‘ 95.0 | 163.0 191.0
0 ‘\‘\‘H"H\H\‘\“\\\H“‘\\‘\M‘H\“M\MH‘\“‘H‘H“Hw\‘H‘H‘\‘\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
109.0
— —
10.00 10.50
41.0 o
m/z 41.10 57.42%
5000 81.0
135.0
163.0 206.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but — ——
123.0 10.00 10.50
m/z 109.10  55.90%
95.0
5000
43.0
222.0
0 A 69\¢ “ - | 149.0 1790 \‘
R AR RARRERAES — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 Tetratetracontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.451 15.17 ng 652186  Acenaphthene-di10 9.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 78
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Heptacosane 380 C27H56 000593-49-7 64
5 Heptadecane 240 C17H36 000629-78-7 64
Abundance Scan 1422 (10.451 min): BF135368.D\data.ms (-1419) (- m/z 57.10 100.00%
57.1
10.50
‘ ‘ 7.1 .
o‘HH“‘H“"quw%cr’ﬁuzm_m_HwHH‘HHw‘_m_wm m/z 43.10  46.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 T
10.50
m/z 71.10 44.82%
ok HN 70197.0267.0337.0407.0 491.0562.0
‘H\\‘\\\\‘\\\\‘\\H’\H\‘\H\‘H\\‘\\\\‘\\H‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
——
10.50
5000 m/z 85.10 21.40%
155.0
Ol b e prer e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59062: Undecane, 3,5-dimethyl- ——
57.0 10.50
m/z 41.10 20.25%
- M
0 J‘\‘\J |15\5'0
A P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 10 Tridecane, 5-propyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.722 24.62 ng 1227720  Phenanthrene-d10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 87
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 53
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 52

Abundance Scan 1468 (10.722 min): BF135368.D\data.ms (-1465) (- m/z 57.10 100.00%
57.1

85.1

| ‘ 113.1 1050 11,00
I Ll

141.1 1832 9157 2581 P
et b L AALLSESE 2152 2881 s 71.10 60.85%

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107223: Tridecane, 5-propyl-
57.0

o

5000 — —
10.50 11.00
85.0 m/z 43.10 52.51%
113.0
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
430 710
—— —
10.50 11.00
5000 ITI/Z 85.10 23.22%
99.0 141.0
015.0 169.0
T T [ T e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 10.50 11.00

m/z 41.10 20.32%

- M

29.0 85.0
|| T M80 15504440

O Lt e e e e e e e e
miz--> 20 40 60 80 100120140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50

Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.192  27.74 ng 1383480  Phenanthrene-d10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

054833-48-6 90

2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
Abundance Scan 1548 (11.192 min): BF135368.D\data.ms (-1544) (| m/z 57.10 100.00%
57.1
5000 Mb&
|| s e e
' 412 183.2 : :
- ‘Hu b L f4r2 1832 2202 2673 np 7110 63.94%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r— ——
11.00 11.50
m/z 43.10 48.65%
99.0
0 ‘\\ “‘\ Jih \‘ H‘ \14-\10 183.0 239.0 296.(
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 35.87%
L 99.0
0270 141.0 183.0 239.0
T
miz--> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl- T 7
57.0 11.00 11.50
m/z 41.10 22.45%
2000 W
99.0
7.0 155.0
e 1 T I
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF091123.M Thu Sep 21 ©5:00:55 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.539 6.88 ng 342923  Phenanthrene-d10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 1607 (11.539 min): BF135368.D\data.ms (-1605) (- m/z 57.10 100.00%
57.1
9.1 1T I
141.1185.1 11.50
ol L ‘ b “ Lt iy 24112861 m/z 43.10  66.61%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 —— :
11.50
m/z 71.10 66.23%
9.0
0 | ‘L ‘ ||| 1 141.0183.0225.0267.0  338.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— T \
11.50
5000 m/z 85.10 42.79%
99.0
0 141.0183.0225.0267.0309.0 365.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane T
57.0 11.50
m/z 41.10 24.31%
7 VWJLMkMKwaﬁ\/J&WAN
Ll om0 a0 -
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50

Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 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 Hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.274 5.89 ng 293750  Phenanthrene-di10 11.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Nonadecane 268 C19H40 000629-92-5 72
3 Heptadecane 240 C17H36 000629-78-7 72
4 Docosane 310 C22H46 000629-97-0 72
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1732 (12.274 min): BF135368.D\data.ms (-1730) (- m/z 57.10 100.00%
57.1
5000
‘99 1 iZ‘Od i2‘56
' 155.1 203.2 2452 : :
ol h‘ Mgl a2 SRS ERS 8051y 71010 42.89%
miz-> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
5000 —r— ——
12.00 12.50
99.0 m/z 43.10 40.39%
226.0
01\5.\0‘\ ‘\“ “‘\ ‘!‘ \H‘\ H“ \“‘ \%4\“1.8\ ‘]\-8\3.\0‘ T \‘\ T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
12.00 12.50
5000 m/z 85.10 26.81%
99.0
0 141.0 183.0 2250 268.0
—— T e T
m/iz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T —
57.0 12.00 12.50
m/z 55.10 17.66%
5000
99.0
otso | | 144 M0 am0 200
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF091123.M Thu Sep 21 ©5:00:56 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS vial : 21 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 Perylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.280 3.40 ng 97441  Perylene-di12 15.409
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
2 Perylene 252 C20H12 000198-55-0 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[e]pyrene 252 C20H12 000192-97-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89
Abundance Scan 2243 (15.280 min): BF135368.D\data.ms (-2241) (| m/z 252.10 100.00%
252.1
1251 15.00 15.50
67.0 . 302.1 . . : :
(T ‘w”““‘ A0 g TR 3493 3990 7 250,05 32.51%
miz--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[Kk]fluoranthene
252.0
5000 = S
15.00 15.50
126.0 m/z 253.10 19.15%
O\\\\‘\7\4.\0\‘\‘“\‘“\\|\\\2\0‘0.\0\“\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
—— —
15.00 15.50
5000 m/z 125.10 18.30%
125.0
0 L7.0 83.0 200.0
B o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene T —
252.0 15.00 15.50
m/z 126.10  15.09%
5000
126.0
0l.39.0 830 ‘\\ 2000, |
— e —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092023\
Data File : BF135368.D

Acqg On : 20 Sep 2023 20:50
Operator : CG\JU

Sample : 04304-04

Misc

ALS Vvial : 21  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|
2-Pentanone, 4-... 5.004 2.8 ng 102334 1 6.757 739459 20.0
Undecane, 3-cyc... 9.198 2.4 ng 103966 3 9.792 860070 20.0
unknown9.422 9.422 3.3 ng 139969 3 9.792 860070 20.0
Tetradecane, 1-... 9.516 4.5 ng 195766 3 9.792 860070 20.0
unknown9.657 9.657 5.9 ng 254429 3 9.792 860070 20.0
unknown9.698 9.698 4.6 ng 198878 3 9.792 860070 20.0
Tetradecane 10.051 4.9 ng 209550 3 9.792 860070 20.0
2,4,6-Trimethyl... 10.198 4.2 ng 181492 3 9.792 860070 20.0
Tetratetracontane 10.451 15.2 ng 652186 3 9.792 860070 20.0
Tridecane, 5-pr... 10.722 24.6 ng 1227720 4 11.292 997315 20.0
Heptadecane, 2,... 11.192 27.7 ng 1383480 4 11.292 997315 20.0
Tetracosane 11.539 6.9 ng 342923 4 11.292 997315 20.0
Hexadecane 12.274 5.9 ng 293750 4 11.292 997315 20.0
Perylene 15.280 3.4 ng 97441 6 15.409 573773 20.0
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