LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc :

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133376.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.240 361 366 374 rBV 162387 203626 3.30% 0.286%
2 4.893 473 477 490 rVB 840601 948257 15.38% 1.331%
3 5.328 548 551 563 rBV 2512076 2568070 41.66% 3.604%
4 6.363 723 727 743 rBV 2950133 2636142 42.76%  3.699%
5 6.722 784 788 791 rBV 1571347 1258339 20.41% 1.766%
6 7.281 880 883 887 rBV 1742101 1528385 24.79% 2.145%
7 8.004 1002 1006 1009 rBV 2052749 1654461 26.84% 2.322%
8 9.034 1178 1181 1184 rVB 236860 211264  3.43% 0.296%
9 9.081 1185 1189 1192 rBV 3672987 2791102 45.28% 3.917%
10 9.169 1199 1204 1208 rBV5 186346 306456 4.97% 0.430%
11  9.392 1238 1242 1243 rBV3 72189 96148 1.56% ©.135%
12 9.416 1244 1246 1249 rVV3 117268 131011 2.13% 0.184%
13 9.463 1252 1254 1256 rVV2 260762 227931 3.70% 0.320%
14  9.486 1256 1258 1260 rVV 609683 417192 6.77% ©.585%
15 9.510 1260 1262 1266 rVV3 117688 139070 2.26% 0.195%
16 9.592 1274 1276 1278 rVB 92653 65573 1.06% 0.092%
17 9.622 1278 1281 1286 rBV5 238960 404253 6.56% ©.567%
18 9.669 1286 1289 1292 rVB 504812 373069 6.05% 0.524%
19 9.704 1292 1295 1298 rBV3 153814 213649 3.47% 0.300%
20 9.739 1298 1301 1302 rBV2 383201 418886 6.80% ©.588%
21  9.757 1302 1304 1307 rVB2 2129200 1732295 28.10% 2.431%
22 9.792 1307 1310 1313 rBV3 218405 295608 4.80% 0.415%
23 9.869 1320 1323 1326 rBv4 200368 215954 3.50% 0.303%
24 9.922 1326 1332 1334 rBV4 303468 500049 8.11% 0.702%
25 9.957 1336 1338 1341 rVV2 331932 323455 5.25% 0.454%
26 10.022 1346 1349 1351 rBV2 608044 524130 8.50% 0.736%
27 10.081 1356 1359 1360 rBV2 281230 314072 5.09% 0.441%
28 10.128 1364 1367 1371 rBV3 346018 596637 9.68% 0.837%
29 10.163 1371 1373 1376 rBV2 514426 488821 7.93% 0.686%
30 10.222 1381 1383 1386 rBV2 279065 324155 5.26%  0.455%

31 10.298 1393 1396 1397 rBV2 465709 441096  7.16%
32 10.422 1413 1417 1420 rBV 2756750 2752469 44.65%
33 10.469 1422 1425 1429 rVB2 586211 605750  9.83%
34 10.545 1434 1438 1441 rVV2 1008177 1255790 20.37%
35 10.686 1457 1462 1469 rBV 4542073 6164608 100.00%
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36 11.151 1538 1541 1548 rVB 4218709 4844314 78.58% 6.798%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc :

ALS Vvial : 12 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.245 1554 1557 1559 rBV 1309435 1268756 20.58% 1.781%
38 11.269 1559 1561 1564 rVV 2065170 1843252 29.90% 2.587%
39 11.322 1568 1570 1573 rVB 771775 602522 9.77% 0.846%
40 11.498 1598 1600 1603 rBV 1144787 1043114 16.92% 1.464%
41 11.863 1659 1662 1669 rVB3 794816 1248656 20.26% 1.752%
42 12.233 1722 1725 1730 rVB 690306 853335 13.84% 1.198%
43 12.463 1759 1764 1770 rVB 3829238 4076114 66.12% 5.720%
44 12.686 1797 1802 1805 rBV 3546074 3681467 59.72% 5.166%
45 12.827 1823 1826 1834 rVB 2884949 2858706 46.37% 4.012%
46 13.010 1855 1857 1860 rVB 644244 624181 10.13% 0.876%
47 13.074 1866 1868 1871 rVB 444377 388009 6.29% 0.545%
48 13.116 1872 1875 1878 rVV3 307467 334106 5.42% 0.469%
49 13.627 1960 1962 1964 rBV2 266829 223251 3.62% 0.313%
50 13.657 1964 1967 1969 rVV2 267936 248384 4.03% 0.349%
51 13.680 1969 1971 1975 rVVv2 242451 307372 4.99% 0.431%
52 13.727 1977 1979 1986 rVB2 365998 447393 7.26% 0.628%
53 13.874 2000 2004 2007 rBV2 2264008 3164630 51.34% 4.441%
54 13.910 2007 2010 2017 rVB 1775967 1817317 29.48% 2.550%
55 13.986 2020 2023 2026 rVB 451699 349475 5.67% 0.490%
56 14.268 2068 2071 2073 rVB 255668 247106 4.01%  0.347%
57 14.386 2089 2091 2093 rBV 148893 140296 2.28% 0.197%
58 14.898 2174 2178 2181 rBV 1342065 1981746 32.15% 2.781%
59 14.998 2193 2195 2198 rVB 284458 259249 4.21% 0.364%
60 15.186 2223 2227 2232 rVB 788253 1003847 16.28% 1.409%
61 15.245 2233 2237 2242 rVV 1183881 1330390 21.58% 1.867%
62 15.304 2243 2247 2249 rVV 711086 861068 13.97% 1.208%
63 15.333 2249 2252 2258 rVB 428821 555017 9.00% 0.779%
64 16.686 2477 2482 2490 rVB2 471233 877834 14.24%  1.232%
65 17.104 2548 2553 2565 rVB 321424 648298 10.52% 0.910%

Sum of corrected areas: 71256978
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133376.D\data.ms
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Abundance TIC: BF133376.D\data.ms
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Abundance TIC: BF133376.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.893 15.07 ng 948257 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 477 (4.893 min): BF133376.D\data.ms (-473) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T T T T
‘ 831 4.60 4.80 5.00 5.20
Ol A0 S m/z 58.95  54.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T T
4.60 4.80 5.00 5.20
101.0 m/z 101.10  18.25%
31\'0 L | 83.0 |
0\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
N ARARaEEEES SRR
57.0 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.14%
20.0 101.0
O o b TR0 880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A RaR e A
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000
41.0
290 101.0
USROS S ¢ L -1 BEOS NSSSSOOS U | RO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.486 4.82 ng 417192  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 86
5 Decane, 5-propyl- 184 C13H28 017312-62-8 81

Abundance Scan 1258 (9.486 min): BF133376.D\data.ms (-1256) (-) m/z 57.10 100.00%

57.1
5000 M\W\/\‘M\A
P
141.2 9.20 9.40 9.60 9.80
\‘MM.J 2113 )
0 e e e e m/z 71.10 87.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 AR R R RER RS
9.20 9.40 9.60 9.80
m/z 43.10 80.87%
0 ‘ J |[27.0197.0267.0337.0 4630 561.0
‘HH‘HH‘HH‘H\\‘TH\‘H\\‘1\HIHTF‘WT\\‘FH\‘\TH}\HT‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
A RAREEEEE R R
9.20 9.40 9.60 9.80
5000 m/z 85.10 40.97%
0 J J [27.0197.0267.0337.0  463.0533.0 604.0
A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #74004: Tetradecane R LA RRR R SRR R
57.0 9.20 9.40 9.60 9.80
m/z 41.05 35.20%
- JWMM
\J ||| 127.0198.0
O A e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.622 4.67 ng 404253  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 50
2 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 46
3 Cyclotetradecane 196 C14H28 000295-17-0 27
4 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 27
5 Camphor 152 C10H160 000076-22-2 27

Abundance Scan 1281 (9.622 min): BF133376.D\data.ms (-1278) (-) m/z 69.10 100.00%
A
411

109.1
193.2
152.1

5000

S

— —
18.2 9.50 10.00
m/z 41.10 81.45%

0,

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

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

123.0

3

5000 69.0 9.0 T ——
9.50 10.00
m/z 55.10  76.92%

151.0

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29244: 1-Cyclohexyl-2-methyl-prop-2-en-1-one

41.0 69.0
—r —
152.0 9.50 10.00
5000 110.0 m/z 83.10 75.82%

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

3

3

Abundance #71733: Cyclotetradecane — —
58.0 9.50 10.00
83.0 m/z 19.10  75.27%

5000
29.0 111.0
" o 1

0! N IR N R GO ST S — —

miz--> 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\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown9.669 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
9.669 4.31 ng 373069  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 30
2 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25
3 Cyclopropane, 1,1-dimethyl-2-(2-... 124 C9H1l6 069147-03-1 20
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 18
5 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-2 15

Abundance Scan 1289 (9.669 min): BF133376.D\data.ms (-1286) (-) m/z 193.20 100.00%

1982
410 991 974
5000 1231

e _—-
152.2 9.50 10.00
L‘J L\L | L2241

m/z 69.10 82.75%

o

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

5000 T
9.50 10.00

153.0
m/z 55.10  77.73%

0 1,126.0, 1810 2240
N \\\‘\\1\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20210: 2,6-Heptadienal, 2,4-dimethyl-

43.0 109.0

69.0 9.50 10.00
5000 m/z 41.05 77.67%

138.0
01&0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #12243: Cyclopropane, 1,1-dimethyl-2-(2-methyl-2-prope — —
41.0 69.0 9.50 10.00
' m/z 97.10 76.86%

5000
109.0
‘\\

BN R R A —

—
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\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown9.922 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.922 5.77 ng 500049  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 43
2 trans-Calamenene 202 C15H22 073209-42-4 43
3 1H-Indene, 2,3-dihydro-1,1,4,5-t... 174 C13H18 016204-57-2 38
4 4-isopropyl-1,6-dimethyl-1,2,3,4... 202 C15H22 1000378-99-6 35
5 Heneicosane 296 C21H44 000629-94-7 30

Abundance Scan 1332 (9.922 min): BF133376.D\data.ms (-1326) (-) m/z 159.20 100.00%

159.2
57.1
5000 85.1
133.1 ——
188.2 10.00
0 m”:uwuhU‘\“M“w“w‘“ il \‘“1\‘”\‘\\”\J“%!?,\zm‘u m/z 57.18  79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49175: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl-
159.0
5000 T
10.00
m/z 43.10 78.60%
128.0
0\H\‘HH‘\5\1\\()‘\H\“?\1‘\'\()‘\H‘}H’\U‘V\‘ML‘\W\1\\\“\‘HH‘HH’\H\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78025: trans-Calamenene
159.0
——
10.00
5000 m/z 71.10 66.55%
29.0 202.0
o‘HwHf‘JP‘w?‘??_??_w,w\t‘MHle_w\mH,W_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #49161: 1H-Indene, 2,3-dihydro-1,1,4,5-tetramethyl- —T
159.0 10.00
m/z 85.10 40.90%
5000
180 510 770 030'%,
owwwuwuHwm_H‘,‘Hwu‘H_wam,ww -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknown9.957 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.957 3.73 ng 323455  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 49
2 Octadecane 254 C18H38 000593-45-3 49
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 46
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 46
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 43

Abundance Scan 1338 (9.957 min): BF133376.D\data.ms (-1336) (-) m/z 57.10 100.00%

57.1
5000
168.1
T
‘ ‘99-1 139.1 ‘ 10.00
o‘,w\‘m‘_“Mww‘iHl‘u‘uhHLHHshw,u“m‘u“‘2‘9?‘12‘?‘3‘9-‘3‘”_”‘,”‘ m/z 43.10  84.78%
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #176386: Eicosane
57.0
5000 T
10.00
m/z 71.10 67.57%
99.0
0 27}0 wh‘ wH\ H\ H‘ M‘ \‘14\1 .0\ \1 83-0 225'0 282.(
\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\H‘\\\\‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141056: Octadecane
57.0
T
10.00
5000 m/z 85.10 50.64%
99.0
Nalad L 10 1830 22502540
e et e b e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- —
57.0 10.00
m/z 41.10 32.78%
5000
270‘ ‘ ‘ 9%0 155.0 225.0
Okt b e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 10.00

8270-BF042123.M Mon May 15 01:27:10 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51

Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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©.022

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.022 6.05 ng 524130  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 46
2 Heneicosane 296 C21H44 000629-94-7 46
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 43
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 1349 (10.022 min): BF133376.D\data.ms (-1346) (- m/z 57.10 100.00%
57.1
5000
7.1 133.1 HJ
T \
204.2 10.00
[ — ‘H‘ Wb pby - D402 7110 82.60%
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — |
10.00
m/z 43.10 73.05%
99.0
ol Ll |l 14101830 2250 267.0 338
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
T \
10.00
5000 m/z 55.10 62.71%
‘ 99.0
ol5Q L | L)) ) 14101830 2250 2960
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- T
57.0 10.00
m/z 41.10 54.41%
B WNANWMNNJKV$”WWJMV
99.0 183.0
ol i b e T 100 -
m/z--> 50 100 150 200 250 300 10.00

8270-BF042123.M Mon May 15 01:27:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl@.128 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.128 6.89 ng 596637  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethylhexyloxy- 222 C1leH23Closi 1000363-74-4 38
2 Cyclooctane, ethyl- 140 C1oH20 013152-02-8 18
3 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 18
4 Cyclopentane, (2-methylbutyl)- 140 C10H20 053366-38-4 18
5 1-(2-[3-(2-Acetyloxiran-2-yl)-1,... 236 C14H2003 1010192-75-5 18

Abundance Scan 1367 (10.128 min): BF133376.D\data.ms (-1364) (- m/z 69.10 100.00%

411 69.1
193.3
5000

——
182 10.00 10.50
0 m/z 41.10  83.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100843: Silane, chlorodiethylhexyloxy-
198.0
83.0 109.0

5000 — T
10.00 10.50
55.0 m/z 55.10  75.36%

29.0 135.0
I \‘\‘\ \“M\‘\ \‘1 “\“\‘\ T }M\“ T M\ \M T \‘\1\66\3\.\0\ T : T \\2%2\.\(\)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20674: Cyclooctane, ethyl-

69.0

o

11.0 10.00 1050
50000 410 m/z 193.25  75.07%
0““!““““H“!““}‘H‘M;Hp‘“‘!““1‘4‘.‘?\.9\\|HH\HH\HH\HH\H M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl- T —
69.0 10.00 10.50

m/z 105.10  67.37%

111.0
5000
41.0
| 140.0

O““l‘u“‘“H‘!“Hm“‘mmH‘l“um‘uu“m‘mwm“m‘u e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF042123.M Mon May 15 01:27:12 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.163 5.64 ng 488821  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 1,4-Hexadiene, 2,3,4,5- tetramethyl 138 C10H18 051504-54-2 50
3 1-(4-Fluorophenyl)-2-(methoxymet... 222 C12H11FO3 1000388-14-4 47
4 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 43
5 2-Amino-4-acetamino anisole 180 CSH12N202 006375-47-9 43

Abundance Scan 1373 (10.163 min): BF133376.D\data.ms (-1371) (- m/z 123.10 100.00%

128.1
5000
411 081 951
: 207.3

— —
H ‘ 169 1 10.00 10.50
il \ {1

. 2871 m/z 69.10  41.30%
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
128.0
43.0
5000 179.0 U T
10.00 10.50
222.0

m/z 55.05 36.82%

1,690 %90 | 1539 |

0‘\‘\\\‘\\\\‘\‘\‘\\H‘H\\‘\‘\“\\\\‘\\\\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #19500: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
123.0

10.00 10.50
5000 810 m/z 95.10  35.79%

55.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #101081: 1-(4-Fluorophenyl)-2-(methoxymethylidene)but —— —
128.0 10.00 10.50

m/z 109.10  35.59%

95.0
5000
43.0
222.0

GQM I ~149.0 1790

Ot P e b T S — —
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl1©.222 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.222 3.74 ng 324155  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propyl triacontyl ether 481 C33H680 1000406-28-6 38
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 38
3 n-Tetracosanol-1 354 C24H500 000506-51-4 38
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 35
5 E-14-Hexadecenal 238 C16H300 330207-53-9 30

Abundance Scan 1383 (10.222 min): BF133376.D\data.ms (-1381) (- m/z 57.10 100.00%

57.1
5000 146.1

10‘00 10.50
o — h “M M‘ H“\H??‘O‘?H‘HH‘HH‘HH“ m/z .43.19 7.3.3200

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #334212: Propyl triacontyl ether
43.0

5000 7.0 N T
10.00 10.50

m/z 41.10 53.72%

0 \‘ M “ I \u L p 210.0 280.0 336.0 420 0

T i \ L \ ‘ \ TT ‘ T \ T ‘ T TT ‘ TTTT ‘ TT 1T ‘ TT T T ‘ T \ T ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.(

—
7.0 10.00 10.50
5000 m/z 71.10 51.29%

ol s0 2200
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264238: n-Tetracosanol-1 ;

\
43.0 10.00 10.50
m/z 56.10  49.21%

- MﬁWJL
‘\ \ 1] H || 154.0 2100 266.0 3360

0y bt b L e S TR Sl —
miz—> 0 100 150 200 250 300 350 400 450 10.00 10.50

8270-BF042123.M Mon May 15 01:27:14 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl1©.298 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.298 5.09 ng 441096  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadien-1-one, 4,4-dim... 198 C14H140 055162-56-6 44
2 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 44
3 Fluorene 166 C13H1e 000086-73-7 35
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 25
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 25
Abundance Scan 1396 (10.298 min): BF133376.D\data.ms (-1393) (- m/z 165.10 100.00%
711 65.1
431
97.1
5000
131.0
T —
10.00 10.50
0! m/z 71.10 94.78%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73998: 2,5-Cyclohexadien-1-one, 4,4-dimethyl-3-phenyl
155.0
5000 198.0 N T
770 10.00 10.50
51.0 77 128.0 m/z 166.10  93.89%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene
155.0
e —
10.00 10.50
5000 m/z 155.10  92.16%
115.0
o o |
OH‘_HHMmHmmUJA‘pH"muhm‘wu‘wu‘wu‘wu‘wu‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41596: Fluorene T —
166.0 10.00 10.50
m/z 43.10 83.97%
5000
139.0
omw\w??\\\\ el M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF042123.M Mon May 15 01:27:15 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 12 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.422 31.78 ng 2752470  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 95
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Undecane 156 C1l1H24 001120-21-4 80
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76

Abundance Scan 1417 (10.422 min): BF133376.D\data.ms (-1413) (- m/z 57.10 100.00%
57.1
o M
9.1 10
il Fu |, 1692 2393 o
] m/z 71.18 51.05%
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
10.50
m/z 43.10 46.47%
oLy ﬁ | 141.01830 390
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
——
10.50
5000 m/z 85.10 25.99%
0 JL ‘h % ‘1410183022502670 323.0 380.(
e s e
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane —
57.0 10.50
m/z 41.10 21.58%
5000
9.0
226.0
ot50 L1 o000 -
miz--> 50 100 150 200 250 300 350 10.50

8270-BF042123.M Mon May 15 01:27:16 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 unknownl1©.469 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.469 6.99 ng 605750  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 46
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 30
3 Nonane 128 C9H20 000111-84-2 30
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 30
5 Benzophenone 182 C13H1e0 000119-61-9 25
Abundance Scan 1425 (10.469 min): BF133376.D\data.ms (-1422) (- m/z 43.10 100.00%
431 711
105.1
5000 182.1
‘ 133.1 ‘ 1050
OM‘HHMN‘J,m1‘1“““1“_““\‘““‘U‘h“g“\“‘W”‘M”M“‘“‘“‘“‘2‘18“3‘2“4‘6‘;?‘ n/z 71.10  92.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 T
10.50
m/z 57.10 75.79%
0 \‘ “\ ‘\ ‘ 990\\12?01560
\H‘HH‘\H’\\H‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
——
10.50
5000 m/z 105.10 63.22%
99.0
0,12701970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14520: Nonane —
43.0 10.50
m/z 55.10 61.15%
5000
85.0
m/z--> 20 40 60 80 100120140160180200220240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexadecane, 2,6,10-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

10.686 97.18 ng 6164610 Phenanthrene-die 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 83
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 83
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 80
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80

Abundance Scan 1462 (10.686 min): BF133376.D\data.ms (-1457) (- m/z 57.10 100.00%

57.1
5000

113.1 [ Ao

10.50 11.00
183.3 |
0 L “““‘1““?-‘1 b 2483 881 Tnyz 7110 77.80%

miz--> 50 100 150 200 250 300
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000 — i
10.50 11.00
113.0 m/z 43.10 54.47%
‘ ‘ ‘ 183.0
0 T “\ ‘\‘ “‘\ H‘ \“ T “‘ \‘ \“\ \‘ “\ T \“ T ‘ T T \25‘3\.0\ T T ‘ L L
miz-—-> 50 100 150 200 250 300
Abundance #158619: Hexadecane, 2,6,10-trimethyl-
57.0
P e
10.50 11.00
5000 m/z 85.10  29.80%
112.0 183.0
il
o h
m/z--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl- — —
57.0 10.50 11.00

m/z 41.10 24.39%

- M
‘ ‘ 112.0
| ‘

‘ —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.151 76.36 ng 4844310  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 74
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64

Abundance Scan 1541 (11.151 min): BF133376.D\data.ms (-1538) (- m/z 57.10 100.00%

57.1
5000

‘ | 113.2 11,00 1150
l

183.2
ol i [ | I1451 1832 22132533 m/z 71.10  82.48%

miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 T
11.00 11.50
m/z 43.10 50.27%

99.0
ol “\‘ “‘\‘ Li e ‘1‘4“1"0‘ 1830 2390 _ 296
miz> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0

—
11.00 11.50

5000 m/z 85.10 44.90%
99.0
PO L L1 110 sep0 2400
m/z--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 11.00 11.50
m/z 41.10 24.92%
- m
27“.0 | er0 12‘7.0
o—t—————t——————— — —
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 16 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.863 19.68 ng 1248660  Phenanthrene-d10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 33
4 Sarcosine, n-pentafluoropropiony... 403 C18H30F5NO3 1000320-94-1 32
5 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 28

Abundance Scan 1662 (11.863 min): BF133376.D\data.ms (-1659) (-] ' m/z 189.10 100.00%
189.1
il JL
s 1200
113.1 m . .
145.1
bk bbbl 20 Ml 2413 2854 s 100,10 98.19%
m/z--> 50 100 150 200 250 300
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 = e
04.0 11.50 12.00
m/z 57.10  49.87%
0310630 \\1?7\0‘\‘\\‘H“\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
— —
11.50 12.00
5000 m/z 71.10 32.10%
94.0
0 HH_‘HH_H‘_H‘,‘
m/z--> 50 100 150 200 250 300
Abundance #64485: Phenol, 4-(2-thienylmethyl)- — —
190.0 11.50 12.00
m/z 43.10 30.91%
5000
97.0
157.0
45.0 ‘ ‘
L N P W TR — e
mlz--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.233 13.45 ng 853335  Phenanthrene-di10 11.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 86
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 83

Abundance Scan 1725 (12.233 min): BF133376.D\data.ms (-1722) (- m/z 57.10 100.00%

57.1
5000

|| L % | 14111832 23932841 3451

12 00 12 50
O T R T R T m/z 52.89%
m/z--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000
12 00 12 50

m/z 43.10 42.28%

‘ ‘ %‘“ ‘141 01830 239.0

0\\‘\‘\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane
57.0
— —
12.00 12.50
5000 m/z 85.10 32.28%
i ““““H“,““_““““
m/z--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane — —
57.0 12.00 12.50
m/z 41.10 16.90%
5000
‘ 9.0 41.0 240.0
o?:q\““ “u“u“\““““““1\8“3‘?”m‘m‘_m_m e e
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 11H-Benzo[b]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.010 3.94 ng 624181  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 87
4 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
Abundance Scan 1857 (13.010 min): BF133376.D\data.ms (-1855) (- m/z 216.10 100.00%
216.1
107.7 e ‘
13.00
163.2
ol 030 ) B2 2734 33423750 4/; 215.20  73.78%
m/z--> 50 100 150 200 250 300 350
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 =
13.00
108.0 ITI/Z 107.70 22.99%
0 \\\\5‘7‘\.0\\\h““\\\‘\1‘6\53\.0\“‘\‘\“‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #94577: 11H-Benzo[a]fluorene
216.0
T \
13.00
5000 m/z 213.10  21.87%
108.0
0 6;3\.0 I \‘ 163.0 Il Lullh
T Bl I e o o B
m/z--> 50 100 150 200 250 300 350
Abundance #94565: Pyrene, 1-methyl- T
216.0 13.00
m/z 217.20  19.19%
5000
95.0
0 50.0 \‘ \H 163.0 ML . h‘
e e ——
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.998 6.02 ng 259249  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 2195 (14.998 min): BF133376.D\data.ms (-2193) (- m/z 252.15 100.00%

252.2
5000
i
62.9 12|6'1 198.1 1500
0l 822 L 198 4 334.0 4004 4872 - n/z 250.10  28.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzole]pyrene
252.0
5000 T

15.00
m/z 253.20  25.59%

125.0
0 63.0 | 198.0, |
\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138563: Benzo[k]fluoranthene
252.0
T
15.00
5000 m/z 126.05 14.32%
126.0
PSSUY X N S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138568: Benzo[b]fluoranthene ]
252.0 15.00
m/z 125.10 13.36%
5000
126.0
0 63.0 || 198.0, |
R R AR e B R R A RARRRRERRS —
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.186  23.32 ng 1003850  Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 93

Abundance Scan 2227 (15.186 min): BF133376.D\data.ms (-2223) (- m/z 252.10 100.00%

252.1
5000
12?1 15.00 15.50
0830 gl 1981 { 8120 41244715534  ;m/z 250.10  28.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138562: Benzo[b]fluoranthene
252.0
5000 A S—_—
15.00 15.50
126.0 m/z 253.20  22.28%
0 \\??\q\‘f'\"\\‘\\1\\‘8\0\\\1\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzole]pyrene
252.0
— =
15.00 15.50
5000 m/z 125.10  15.68%
125.0
0 63.0 || 198.0 |
e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138565: Benzo[k]fluoranthene T T
252.0 15.00 15.50
m/z 126.00 13.08%
5000
126.0
69.0 M |
oHmH‘wm_m_mHH_MWHWHWH_m‘ = —

\
m/z--> 100 150 200 250 300 350 400 450 500 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051223\
Data File : BF133376.D

Acqg On : 12 May 2023 18:51
Operator : CG\JU

Sample : 02757-01 2X

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.893 15.1 ng 948257 1  6.722 1258340 20.0
Tetratetracontane 9.486 4.8 ng 417192 3 9.757 1732300 20.0
Decahydro-1,1,4... 9.622 4.7 ng 404253 3 9.757 1732300 20.0
unknown9.669 9.669 4.3 ng 373669 3 9.757 1732300 20.0
unknown9.922 9.922 5.8 ng 500049 3 9.757 1732300 20.0
unknown9.957 9.957 3.7 ng 323455 3 9.757 1732300 20.0
unknown10.022 10.022 6.0 ng 5241306 3  9.757 1732300 20.0
unknown10.128 10.128 6.9 ng 596637 3  9.757 1732300 20.0
2,11-Dioxabicyc... 10.163 5.6 ng 488821 3 9.757 1732300 20.0
unknown10.222 10.222 3.7 ng 324155 3 9.757 1732300 20.0
unknown10.298 10.298 5.1 ng 441096 3 9.757 1732300 20.0
Pentadecane, 2,... 10.422 31.8 ng 2752470 3 9.757 1732300 20.0
unknown10.469 10.469 7.0 ng 605750 3 9.757 1732300 20.0
Hexadecane, 2,6... 10.686 97.2 ng 6164610 4 11.245 1268760 20.0
Heptadecane, 2,... 11.151 76.4 ng 4844310 4 11.245 1268760 20.0
4H-Cyclopenta[d... 11.863 19.7 ng 1248660 4 11.245 1268760 20.0
Octacosane 12.233 13.4 ng 853335 4 11.245 1268760 20.0
11H-Benzo[b]flu... 13.010 3.9 ng 624181 5 13.880 3164630 20.0
Benzo[e]pyrene 14.998 6.0 ng 259249 6 15.304 861068 20.0
Perylene 15.186 23.3 ng 1003850 6 15.304 861068 20.0
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