LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137281.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 6 16 rVB 128137 155828 11.97% 1.012%
2 5.034 495 501 507 rVB 33442 42723 3.28% 0.278%
3 5.428 564 568 583 rBV 1270132 1302057 100.00%  8.458%
4 6.075 675 678 681 rBV 42024 35535 2.73% 0.231%
5 6.428 733 738 747 rBV 1299732 1248150 95.86% 8.108%
6 6.793 797 800 812 rBV 361324 324786 24.94% 2.110%
7 7.352 891 895 907 rBV 875919 782803 60.12% 5.085%
8 8.069 1013 1017 1020 rBV 468614 388652 29.85% 2.525%
9 9.093 1188 1191 1196 rBV5 42792 56177 4.31% 0.365%
10 9.146 1196 1200 1205 rBV 1485654 1244774 95.60% 8.086%
11 9.228 1211 1214 1217 rBV2 31676 37773  2.90%  0.245%
12 9.281 1218 1223 1224 rBV5 26625 40415 3.10% 0.263%
13 9.351 1232 1235 1237 rBv4 27989 29039 2.23% 0.189%
14  9.534 1264 1266 1267 rBV 40204 32297 2.48% 0.210%
15 9.551 1267 1269 1272 rVB2 62027 52417 4.03% 0.341%
16 9.640 1282 1284 1286 rBvV3 41611 34964 2.69% 0.227%
17 9.693 1291 1293 1297 rBvV4 57815 83608 6.42% 0.543%
18 9.740 1298 1301 1303 rVB 84861 77490  5.95% 0.503%
19 9.822 1310 1315 1319 rBV 478149 560689 43.06% 3.642%
20 10.028 1348 1350 1353 rVB2 130082 101010 7.76% 0.656%

21 10.069 1355 1357 1359 rVB 117548 74195 5.70%
22 10.093 1359 1361 1364 rBV3 130504 127067 9.76%
23 10.145 1367 1370 1372 rBV 239458 237400 18.23%
24 10.240 1383 1386 1387 rBV 240151 219532 16.86%
25 10.375 1406 1409 1411 rBV3 230357 301884 23.19%
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N
B

26 10.493 1427 1429 1433 rVB3 286973 309517 23.77%
27 10.581 1442 1444 1446 rBV2 186266 180671 13.88%
28 10.622 1446 1451 1454 rvv2 0922151 996242 76.51%
29 10.657 1455 1457 1459 rVV2 263941 210290 16.15%
30 10.704 1463 1465 1467 rBV2 236685 250700 19.25%

PR ORN
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N
N
R

31 10.751 1470 1473 1477 rVV4 358602 501485 38.51%
32 10.822 1482 1485 1487 rBV2 430440 470849 36.16%
33 11.234 1553 1555 1559 rVB 686125 673945 51.76%
34 11.663 1625 1628 1630 rBV 544570 433247 33.27%
35 12.069 1695 1697 1701 rVB2 590887 609073 46.78%
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R

36 12.269 1728 1731 1733 rBV 528718 464685 35.69% 3.019%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.392 1750 1752 1754 rVB 558212 404090 31.03% 2.625%
38 12.928 1840 1843 1846 rBV 1308976 1236553 94.97% 8.033%
39 13.975 2018 2021 2028 rVB2 320482 399328 30.67% 2.594%
40 14.457 2101 2103 2105 rBV 53658 47640 3.66% 0.309%
41 14.481 2105 2107 2116 rVB 67140 88722 6.81% ©.576%
42 14.922 2179 2182 2186 rVB2 41985 45191 3.47% 0.294%
43 15.122 2213 2216 2220 rVB 78352 86334 6.63% 0.561%
44 15.451 2268 2272 2279 rBV 176360 228441 17.54%  1.484%
45 15.727 2315 2319 2324 rVB3 44710 65399 5.02% ©.425%
46 15.969 2357 2360 2367 rVB2 37812 59037 4.53% 0.384%
47 16.804 2499 2502 2509 rVvB8 22849 41055 3.15% 0.267%
Sum of corrected areas: 15393759
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 05 Feb 2024 17:51
¢ CG\JU
: P1358-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
BF137281.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF137281.D\data.ms

5.428 6.428

7.352

6.793

122 5.034 6.075

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

%

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF137281.D\data.ms
12.928

289892
11.663 12.06392
11.234

9.146

=
o
[¢)]
= N
2 N

10,28

9. 822 10 14
8.069

0
Time-->

— — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF137281.D\data.ms

13.975

14.9205.122 15 7275.969 16.804

Time-->

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\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.122 9.60 ng 155828 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 32
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 23
Abundance Scan 6 (2.122 min): BF137281.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
55.1 87.1
R EamanEasss s
‘ ‘ ‘ 2.202.302.402.50
Ol e m/z 43.16 35.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LR R R R I
43.0 250 2.202.302.40 2.50
87.0 m/z 55.10  26.90%
27.0 ‘
OH‘HH‘\Hm“{\\\‘il\‘u‘\‘\ﬁ“\H\H\lH‘HH‘HH‘\.\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl-
73.0
e RN EA S o
2.202.302.402.50
5000 59.0 m/z 87.10  25.62%
87.0
43.0
0 29\.9 \‘\‘ Ly ‘\ Il 10\2.0
R A BAam e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8502: 2-Methyl-5-hexen-3-ol R RARAREamsEsEEEEEEESES
73.0 2.202.302.402.50
56.0 m/z 41.10 13.35%
43.0
5000
27.0
ol 20 SRR AR A AP
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.028 3.60 ng 101010  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 93
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 91
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 87
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 86

Abundance Scan 1350 (10.028 min): BF137281.D\data.ms (-1348) (- m/z 155.10 100.00%
155.1
57.1
T \
8.1 115.1 10.00
0 183.1208.2 m/z 170.10  83.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 AL :
10.00
m/z 57.10 22.72%
O 27‘0 5]T.0 " 76H.q\ 102'0‘12\‘\8.()\\ " L ‘
\\\‘\\\\‘\\1\‘1\\1‘\1\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
T \
10.00
5000 m/z 153.05 22.47%
128.0
51.0 76.0
Ol 20200 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Naphthalene, 1,4,6-trimethyl- — ‘
170.0 10.00
m/z 168.10 18.90%
5000
o 51.0 84.0 128.0 |
R R B e R e ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Carbonic acid, eicosyl viny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.093 4.53 ng 127067  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
2 Tetradecane 198 C14H30 000629-59-4 55
3 Undecane 156 C11H24 001120-21-4 55
4 1-Heptadecene 238 C17H34 006765-39-5 42
5 Cetene 224 C16H32 000629-73-2 38
Abundance Scan 1361 (10.093 min): BF137281.D\data.ms (-1359) (- m/z 57.10 100.00%
57.1
5000
7.1
133.1 — ‘
10.00
Y — ik - lg‘ﬁl‘2243 e m/z 71.18  73.68%
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — :
10.00
7.0 -
m/z 43.10 67.56%
O \L"‘ I H!‘ \‘H“\ ‘H“ 1“‘ \&4‘\‘1-‘0\ ]\-8\2\0‘ T \2\5‘2.\0\ T :\32\5\'
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
T
10.00
5000 m/z 41.10 67.42%
99.0 198.0
oso | L | [T, sp0 1980
miz--> 50 100 150 200 250 300
Abundance #33080: Undecane 7 ‘
57.0 10.00
m/z 55.10 63.96%
5000 M
98.0 156.0
oo | L0 weo .
m/z--> 50 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 4 Naphthalene, 1,6,7-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.146 8.47 ng 237400  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 94
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94

Abundance Scan 1370 (10.145 min): BF137281.D\data.ms (-1367) (- m/z 170.10 100.00%
170.1
128.0 DAl LAl
510 831 H 200.1 236.2 10.00 1050
0 il S S m/z 155.10 92.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 O ——
10.00 10.50
m/z 153.05 24.35%
115.0
O \\\‘\\\\‘\5\]‘_\‘\0‘\?ﬁ"?‘\‘\\‘\\\“\‘\!\\““\\ ‘\“\H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
P e
10.00 10.50
5000 m/z 152.05 17.26%
128.0
63.0 gg o ‘ ‘ |
Y SN V0 S W 0 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45534: Naphthalene, 2,3,6-trimethyl- — ——
170.0 10.00 10.50
m/z 169.10 16.90%
5000
;180 510 76010901280 | |
AR AR R e e s e P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 unknownl®.240 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.240 7.83 ng 219532  Acenaphthene-di10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2 015441-54-0 30
2 3-Fluoro-N-[2-(N-hydroxycarbamim... 239 C11H14FN302 1010297-41-5 27
3 3-Fluorobenzoic acid, propargyl ... 178 C1OH7F02 1000325-53-9 25
4 4-Fluoro-N-(3-pyridinyl)benzamide 216 C12H9FN20 120737-99-7 25
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 25

Abundance Scan 1386 (10.240 min): BF137281.D\data.ms (-1383) (- m/z 123.10 100.00%

128.1
170.1
5000 51 95.1
207.2

I
‘ | | 10.00 10.50
S o “‘m‘”‘wwﬂ bl t 342 m/z 170.10  64.68%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45929: 1H,3H-Thieno[3,4-c]thiophene, 4,6-dimethyl-
170.0
: T ‘ T

5000
10.00 10.50
m/z 155.10 54.37%

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121856: 3-Fluoro-N-[2-(N-hydroxycarbamimidoyl)-ethyl]
1238.0
R

o

10.00 10.50
5000 95.0 m/z 55.10 51.17%
42.0 222.0
P B N i - T N M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52467: 3-Fluorobenzoic acid, propargy! ester —— —
123.0 10.00 10.50

m/z 95.10 44.78%

5000 95.0
178.0

39.0
| 69 | 1149.0
Olrrerprrererr e e e e

7 T
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\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Chamazulene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.493 11.04 ng 309517  Acenaphthene-d10 9.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chamazulene 184 C14H16 000529-05-5 90
2 1,6-Dimethyl- 3-ethylnaphthalene 184 C14H16 1000383-71-8 89
3 1,4,5,8-Tetramethylnaphthalene 184 C1l4H16 002717-39-7 81
4 2-Isopropyl-3-methylnaphthalene 184 C14H16 1000383-71-2 58
5 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 55

Abundance Scan 1429 (10.493 min): BF137281.D\data.ms (-1427) (-] ' m/z 169.10 100.00%

169.1 ' i
57.1
5000
85.1 141 ‘10‘50‘
- 115.1 . .
215.2
0 ke 2222442 4y 57.10 67.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59116: Chamazulene
184.0
5000 T
10.50
153.0 m/z 184.10 63.10%
128.0
510 7%1050", | | |
O‘\\\\‘\\‘\\‘u\\““”\‘\”\\‘\\\\‘\‘\‘\\“‘\\‘\\‘\h\\\‘\\\’\\\\‘\\\\‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59131: 1,6-Dimethyl- 3-ethylnaphthalene
169.0
—
10.50
5000 ITI/Z 155.10 44 ,59%

o

115.0

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

i

Abundance #59125: 1,4,5,8-Tetramethylnaphthalene
184.0 10.50
m/z 71.10 34.11%
h M
153.0
260 510 71010201280 |1y i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 unknownl@.704 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.704 7.44 ng 250700  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Methylphenyl)4-methyl-3-pen... 174 C13H18 051082-26-9 25
2 2-(p-Tolyl)ethylamine 135 C9H13N 003261-62-9 11
3 (3-Chlorophenyl)phenylmethanol 218 C13H11Cl0 063012-03-3 10
4 Benzene, (1,3-dimethylbutyl)- 162 C12H18 019219-84-2 10
5 (3-Methylphenyl) methanol, 2-met... 178 C12H180 1010374-58-2 10
Abundance Scan 1465 (10.704 min): BF137281.D\data.ms (-1463) (- m/z 105.10 100.00%
105.1
55.1
—— —
‘ ‘ ‘ ‘ ‘ 147.1 ‘18‘3 1 21‘8'2 10.50 11.00
obr oo b il L2483 66 10 41.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49145: 1-(3-Methylphenyl)4-methyl-3-pentene
69.0 105.0
5000 —r— —
4L.0 10.50 11.00
174.0 m/z 119.10 40.047%
Ll || o
0 ‘\‘\\\‘\\M\"\‘\‘\\“\\\\‘\‘\\‘\‘\W\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17888: 2-(p-Tolyl)ethylamine
30.0
—— —
10.50 11.00
m/z 55.10 29.17%
5000 106.0 /
770 135.0
Ot rrtrptre b P P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96423: (3-Chlorophenyl)phenylmethanol —— ——
105.0 10.50 11.00
77.0 m/z 69.10 24.34%
5000
51.0 139.0
1650 2180
o_JH_“H,HWW“““‘u_miw_‘m‘:”mm_mww S— S—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.50 11.00

8270-BF013024.M Tue Feb 06 ©7:03:57 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Decane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.234 20.00 ng 673945  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 86
2 Octacosane 394 C28H58 000630-02-4 83
3 Pentadecane 212 C15H32 000629-62-9 78
4 Decane, 3-methyl- 156 C11H24 013151-34-3 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72

Abundance Scan 1555 (11.234 min): BF137281.D\data.ms (-1553) (- m/z 57.10 100.00%
7.1

5
5000

9.1 11.00 11.50
155.1107.2
[— “‘M“ Lizondie 2618 m/z 71.10  73.36%

miz--> 50 100 150 200 250 300 350
Abundance #33083: Decane, 2-methyl-
57.0

5000

— —
11.00 11.50

m/z 43.10  45.94%

J 112.0

OL\4\ T ‘ ‘h\ ‘x“ \‘“‘\ “ \h\ \%5‘6\\0\ L L B B
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane

57.0
— —
11.00 11.50
5000 ITI/Z 85.10 41.83%
9.0
ol | ], 141.0183.0225.0 281.0 337.0 394.
vl el SRR SR SR TR
m/z--> 50 100 150 200 250 300 350
Abundance #90192: Pentadecane T ——
57.0 11.00 11.50
m/z 41.10  21.37%
5000 W
9.0
otsdl [ ge0 220
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF013024.M Tue Feb 06 ©7:03:58 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1-Methyldibenzothiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.663 12.86 ng 433247  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyldibenzothiophene 198 C13H1es 031317-07-4 95
2 2-Methyldibenzothiophene 198 C13H1eSs 1000383-55-1 94
3 Dibenzothiophene, 4-methyl- 198 C13H1eS 007372-88-5 93
4 4-Methylnaphtho[1,2-b]thiophene 198 C13H1eS 067388-11-8 93
5 Dibenzothiophene, 3-methyl- 198 C13H1es 016587-52-3 87
Abundance Scan 1628 (11.663 min): BF137281.D\data.ms (-1625) (| m/z 198.10 100.00%
198.1
- \/M_MJL
U= —
165.1 11.50 12.00
43.1 99.1 : :
o‘HpuHmuwmM_H“‘1‘%‘“‘;‘1“\‘“H‘m‘uHw‘}‘““Zﬁ‘l‘-%?‘?,o;?%??a}‘ m/z 197.10  68.62%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #73833: 1-Methyldibenzothiophene
198.0
5000 e —
11.50 12.00
165.0 m/z 199.10 17.21%
99.0
O\\\‘\\\G\E.F\)i‘\\\\“\\\%‘??f.\?\\“J‘\‘}“\‘\\‘\\\‘\‘}\\H‘HH’HH’HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #73834: 2-Methyldibenzothiophene
198.0
—— —
11.50 12.00
5000 m/z 165.10 12.53%
165.0
510 860 1270 | |
A s B o e
m/z--> 40 60 80 100120140160180200220240260280
Abundance #73837: Dibenzothiophene, 4-methyl- T —
198.0 11.50 12.00
m/z 152.05 7.95%
5000
320 600 %7 150 1650 |
O vl et ey e b e et e pree e e e
m/z--> 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF013024.M Tue Feb 06 07:04:00 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51

Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 12 3,7-Dimethyldibenzothiophene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.069 18.07 ng 609073  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7-Dimethyldibenzothiophene 212 C14H12s 001136-85-2 96
2 Dibenzothiophene, 4,6-dimethyl- 212 C14H12S 001207-12-1 91
3 2,7-Dimethyldibenzothiophene 212 C14H12s 031317-19-8 91
4 2,8-Dimethyldibenzo(b,d)thiophene 212 C14H12S 001207-15-4 90
5 Pinosylvin 212 C14H1202 022139-77-1 74

Abundance Scan 1697 (12.069 min): BF137281.D\data.ms (-1695) (- m/z 212.10 100.00%
212.1
- N ﬁA}AJAﬂKMNﬁV
145.1 L
63.0 ‘ ‘ 17&1‘ ‘ 260.1 12.00
obe 220w bl PP 2044 ) 011 10 49.84%
miz--> 50 100 150 200 250 300
Abundance #90038: 3,7-Dimethyldibenzothiophene
212.0
5000 s—— :
12.00
105.0 m/z 105.10 44 .37%
' 165.0 ‘ |
05— T \‘ ’H\ T “‘ \”‘\”“\‘\M‘ h\‘\ LA B B B B e
miz--> 50 100 150 200 250 300
Abundance #90040: Dibenzothiophene, 4,6-dimethyl-
212.0
T \
12.00
5000 ITI/Z 106.10 18.00%
105.0
178.0
oo0 L 10 TR L W
miz--> 50 100 150 200 250 300
Abundance #90037: 2,7-Dimethyldibenzothiophene T
212.0 12.00
m/z 197.10 17.41%
105.0 ‘
165.0
YA S A S
m/z--> 50 100 150 200 250 300 12.00

8270-BF013024.M Tue Feb 06 07:04:01 2024

Page: 13



Data Path :

Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Dimethyldibenzothiophene

R.T. EstConc
12.269 13.79 ng
Hit# of 5

464685

Tentative ID

Phenanthrene-di10

Concentration Rank 5

Relative to ISTD R.T.

1 1,3-Dimethyldibenzothiophene
2 Naphtho[2,3-b]thiophene, 4,9-dim... 212 C14H12S
3 1,7-Dimethyldibenzothiophene

4 Dibenzothiophene,

4,6-dimethyl-

5 3,7-Dimethyldibenzothiophene

212 C14H12s

212 C14H12sS
212 C14H12s
212 C14H12s

1010383-55-0 97
016587-34-1 94
089816-53-5 93
001207-12-1 93
001136-85-2 76

Abundance Scan 1731 (12.269 min): BF137281.D\data.ms (-1728) (-} | m/z 212.10 100.00%
212.1
- Wﬂw
178.1 iEOd iiSd
711 10511397 ' W : :
ol 390 Bt BT L dud 24422772 s 197,00 37.89%
miz--> 50 100 150 200 250 300
Abundance #90035: 1,3-Dimethyldibenzothiophene
212.0
5000 — —
12.00 12.50
m/z 211.10 33.51%
178.
O i \7‘\5‘.\0\ T \1\3?.3\“‘\“?‘(\)“’ \“\ LN L e B
miz--> 50 100 150 200 250 300
Abundance #90044: Naphtho[2,3-b]thiophene, 4,9-dimethyl-
212.0
—— —
12.00 12.50
5000 m/z 213.16  16.71%
o 630 (Voo IOId
miz--> 50 100 150 200 250 300
Abundance #90039: 1,7-Dimethyldibenzothiophene e ——
212.0 12.00 12.50
m/z 178.10 10.74%
5000
1050 1600 ‘
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF013024.M Tue Feb 06 07:04:02 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.392 11.99 ng 404090  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 89
2 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 89
3 Anthracene, 1,4-dimethyl- 206 Cl6H14 000781-92-0 86
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 86
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 86
Abundance Scan 1752 (12.392 min): BF137281.D\data.ms (-1750) (-} | m/z 206.10 100.00%
206.1
— —
‘ 38.2 12.00 12.50
0 L2382 3041 .0 191.10  47.96%
miz-> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — e
12.00 12.50
101.0 m/z 197.10 38.00%
1650 ‘
0 )\7\0\ ‘6\3 (\)‘ “ ‘ h‘ T T T T ‘ T T \ “ h‘ T T T T ‘ T T T T ‘ T T
miz-> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
— ——
12.00 12.50
5000 m/z 189.10 27 .36%
89.0
o 510 a0 80 |
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl- — —
206.0 12.00 12.50
m/z 205.10  21.50%
5000
89.0
ol S0 o 0. o
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF013024.M Tue Feb 06 07:04:04 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-quinoxalinecarbonitrile, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.480 4.44 ng 88722  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-quinoxalinecarbonitrile, 6-(di... 410 C25H38N40 1000399-06-1 72
2 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N205 090140-65-1 59
3 Silane, diphenyl(4-biphenyloxy)p... 410 C27H2602Si 1000367-49-5 52
4 Stigmasta-4,6,22-trien-3.alpha.-ol 410 C29H460 1000103-93-1 50
5 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe 001317-17-5 50
Abundance Scan 2107 (14.480 min): BF137281.D\data.ms (-2105) (| m/z 410.35 100.00%
410.¢
5000
57.1 i
107.1 05.2247. 1 14.50
0b— “ b ‘\‘\H‘ , ‘M m‘h ly m\m‘u“‘MMW ‘ ‘\\‘\‘8?“9\ %?? :‘I‘Tl‘ s ‘\‘ : m/z 411.30 31.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #307981: 2-quinoxalinecarbonitrile, 6-(diethylamino)-4-do
410.(
5000 1
14.50
410 221.0 m/z 395.30  31.11%
||| B30 14201849 ‘ |269.0311.0 3670
0“\‘\‘\“\““““““‘H\‘\““N‘\“““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #307837: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-d
410.(
——
14.50
5000 367.0 m/z 57.10 23.92%
0 43.0 165.0 27:‘3.0 3\2%.% \L\ L ‘\
M e R I e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #308173: Silane, diphenyl(4-biphenyloxy)propoxy- e
410.( 14.50
m/z 162.05 14.89%
5000
199.0
(270 770 1520‘\ ‘ or.0 310
A ““‘:“““p““p““‘ : e
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF013024.M Tue Feb 06 07:04:05 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
BF137281.D

Feb 2024 17:51

¢ CG\JU
: P1358-05

. 13

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 16 1,19-Eicosadiene Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.922 3.96 ng 45191  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 83
2 14-Heptadecenal 252 C17H320 1010144-58-0 83
3 2-Dodecen-1-o0l 184 C12H240 022104-81-0 70
4 E-8-Hexadecen-1-o0l acetate 282 C18H3402 1000131-01-1 70
5 16-Heptadecenal 252 C17H320 1010144-57-9 64

Abundance Scan 2182 (14.922 min): BF137281.D\data.ms (-2179) (-} | m/z 57.10 100.00%

57.1
5000
—
215.2 289.1 350.2 15.00
0 m/z 82.00 82.10%
miz--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene
55.0
5000 T
6.0 15.00
m/z 43.10 77.31%
O ‘\“ T H “\““ H‘ %38i’0\1\89 \O‘ \\23\6\(‘)\2\78\\0‘ LA B
m/z--> 50 100 150 200 250 300 350
Abundance #138489: 14-Heptadecenal
82.0
43.0 N
15.00
5000 ITI/Z 55.10 76.15%
‘ 147.0 221.0
ok L
mlz--> 50 100 150 200 250 300 350
Abundance #58902: 2-Dodecen-1-ol —
57.0 15.00
m/z 96.05 64.31%
- WMWWJ\MWM
| \\\ 1660
ol AL i —
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF013024.M Tue Feb 06 07:04:07 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 17 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.122 7.56 ng 86334  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2216 (15.122 min): BF137281.D\data.ms (-2213) (-} ' m/z 57.10 100.00%
57.1
1500 1550
ol 11 | L “‘ L1550 200125202041 3872 .. 710 6.4
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
15.00 15.50
m/z 43.05 51.39%
ol ‘ uy ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
15.00 15.50
5000 m/z 85.05 40.52%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 7 —
57.0 15.00 15.50
m/z 55.10  18.11%
5000 %
9.0
N B L B —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF013024.M Tue Feb 06 07:04:08 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 18 Pentadecanal- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.727 5.73 ng 65399  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 68
2 Z-2-Octadecen-1-0l 268 C18H360 1000131-11-0 64
3 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 53
4 Cyclododecanol 184 C12H240 001724-39-6 49
5 Octadecanal 268 C18H360 000638-66-4 47

Abundance Scan 2319 (15.727 min): BF137281.D\data.ms (-2315) (- m/z 57.10 100.00%
67.1

5000
—
290.1 15.50 16.00
0 i m/z 43.10 97.14%

miz--> 50 100 150 200 250 300 350
Abundance #107139: Pentadecanal-
82.0
41.0

5000 — —
15.50 16.00
I

m/z 82.10 70.14%

‘ ‘ 24.0
T M‘“\‘\‘ T ‘ \‘ \“‘\“\ “\ T ‘ T T ‘ L ‘ UL ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #158577: Z-2-Octadecen-1-ol

57.0

—
15.50 16.00
5000 m/z 96.10  57.51%

250.0
| \m\hﬁz?\m%?mww_m
miz--> 50 150 200 250 300 350

Abundance #140814.0xacydoheMﬁdecanQ—one T —
55.0 15.50 16.00

m/z 55.10  55.10%

5000
T MM

138.0 194.0236.0
o! Mo e A —r —
miz--> 50 100 150 200 250 300 350 15.50 16.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 19 Docosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.969 5.17 ng 59037 Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Heptacosane 380 C27H56 000593-49-7 80
3 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 80
4 Triacontane 422 C30H62 000638-68-6 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2360 (15.969 min): BF137281.D\data.ms (-2357) (- m/z 57.10 100.00%
57.1
5000 W
9.1 RN
| “ | 6.9 199.2 252.9 309.0351.1 16.00
0l FFRE hm mhumu PRSI PN m/z 71.05 63.44%
m/z--> 0 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
5000 R
16.00
m/z 43.10 60.64%
90
0 \‘ L ‘ “\ I h‘ u‘ \ | 9\1970 253.0 3100
’\\\\‘ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
16.00
5000 m/z 85.10 44 .91%
ol 1 | \ | % | ‘1410 197.0 253.0 323.0 380.0
e e B e e R
m/z--> 0 50 100 150 200 250 300 350
Abundance #123967: Hexadecane, 2-methyl- P
57.0 16.00
m/z 55.00  25.35%
9.0 197.0
020 LIl 10 |00 L
m/z--> 0 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 20 Ecgonine ethyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.804 3.59 ng 41055  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ecgonine ethyl ester 213 C11H19NO3 070939-97-8 50
2 Ecgonine 185 C9H15N03 000481-37-8 45
3 8-Azabicyclo[3.2.1]octan-3-0l1, 8... 141 C8H15NO 000120-29-6 42
4 Methyl ecgonine 199 C10H17NO3 007143-09-1 38
5 Cyclohexane, (1-butylhexadecyl)- 364 C26H52 004443-59-8 35
Abundance Scan 2502 (16.804 min): BF137281.D\data.ms (-2499) (| m/z 57.10 100.00%
57.1
5000
151.2193.0 2520 _ ——
H ‘ 011 350, 16.50 17.00
| m/z 69.10  79.06%
m/z--> 50 100 150 200 250 300 350
Abundance #90744: Ecgonine ethyl ester
82.0
5000 — ——
16.50 17.00
42.0 o
168.0 m/z 82.00 78.24%
‘ 213.0
Ot ‘\h““‘”‘\““l‘ ”“\‘Mw]‘-l‘?i%;q\“ \“\‘ \‘\“ LB e B
miz--> 50 100 150 200 250 300 350
Abundance #60292: Ecgonine
42.0 82.0
— T
16.50 17.00
5000 m/z 43.10 72.10%
124.0
185.0
0 “wml‘ u‘”y‘l“ 1 O
m/z--> 50 100 150 200 250 300 350
Abundance #22000: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, endo- — ——
82.0 16.50 17.00
m/z 81.10 60.25%
5000
42.0 124.0
0 — —
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BF013024.M Tue Feb 06 07:04:12 2024 Page: 21



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020524\
Data File : BF137281.D

Acqg On : 05 Feb 2024 17:51
Operator : CG\JU

Sample : P1358-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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... 2.122 9.6 ng 155828 1 6.793 324786 20.0
Naphthalene, 2,... 10.028 3.6 ng 101010 3  9.822 560689 20.0
Carbonic acid, ... 10.093 4.5 ng 127067 3 9.822 560689 20.0
Naphthalene, 1,... 10.146 8.5 ng 237400 3  9.822 560689 20.0
unknown10.240 10.240 7.8 ng 219532 3 9.822 560689 20.0
Chamazulene 10.493 11.0 ng 309517 3 9.822 560689 20.0
unknown10.704 10.704 7.4 ng 250700 4 11.328 673945 20.0
Decane, 2-methyl- 11.234 20.0 ng 673945 4 11.328 673945 20.0
1-Methyldibenzo... 11.663 12.9 ng 433247 4 11.328 673945 20.0
3,7-Dimethyldib... 12.069 18.1 ng 609073 4 11.328 673945 20.0
1,3-Dimethyldib... 12.269 13.8 ng 464685 4 11.328 673945 20.0
Phenanthrene, 2... 12.392 12.0 ng 404090 4 11.328 673945 20.0
2-quinoxalineca... 14.480 4.4 ng 88722 5 13.980 399328 20.0
1,19-Eicosadiene 14.922 4.0 ng 45191 6 15.451 228441 20.9
Heptacosane 15.122 7.6 ng 86334 6 15.451 228441 20.0
Pentadecanal- 15.727 5.7 ng 65399 6 15.451 228441 20.0
Docosane 15.969 5.2 ng 59037 6 15.451 228441 20.0
Ecgonine ethyl ... 16.804 3.6 ng 41055 6 15.451 228441 20.0
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