LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc :

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134000.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 5 11 22 rvB 1171135 1516035 58.95% 7.105%
2 2.263 26 30 41 rVB 40128 58821 2.29% 0.276%
3 5.092 507 511 519 rVB 77022 92976 3.62% 0.436%
4 5.487 573 578 581 rBV 2744334 2520882 98.03% 11.814%
5 6.487 743 748 751 rBV 2504174 2571665 100.00% 12.052%
6 6.681 776 781 784 rBV3 28910 33659 1.31% 0.158%
7 6.851 806 810 817 rBV 976157 780162 30.34% 3.656%
8 7.4106 901 905 909 rBV 1465540 1389443 54.03% 6.512%
9 8.128 1024 1027 1034 rVB 960308 806799 31.37% 3.781%
10 8.545 1095 1098 1100 rBV 28793 26449 1.03% 0.124%
11 8.716 1125 1127 1130 rBV2 32114 26521 1.03% 0.124%
12 8.845 1146 1149 1151 rBV 56465 44465 1.73% 0.208%
13 8.945 1162 1166 1169 rBV3 31229 40484 1.57% 0.190%
14  9.151 1198 1201 1207 rBV 96120 97659 3.80% 0.458%
15 9.210 1207 1211 1214 rBV 2658318 2302561 89.54% 10.791%
16 9.286 1220 1224 1226 rBv2 67183 79912 3.11% 0.375%
17  9.475 1252 1256 1259 rBV2 59666 68159 2.65% ©0.319%
18 9.545 1265 1268 1270 rBvV2 70935 66738 2.60% 0.313%
19 9.569 1270 1272 1274 rVV2 58531 48680 1.89% 0.228%
20 9.604 1274 1278 1281 rVB2 223497 284711 11.07% 1.334%
21  9.633 1281 1283 1285 rBv2 43138 40136 1.56% ©0.188%
22 9.663 1286 1288 1290 rVB3 53135 38992 1.52% 0.183%
23 9.751 1300 1303 1306 rBv4 91048 112944 4.39% 0.529%
24 9.798 1308 1311 1313 rVB 117566 108054 4.20% 0.506%
25 9.886 1323 1326 1329 rVB 909629 732338 28.48%  3.432%
26 9.922 1330 1332 1335 rBv4 37112 29749 1.16% 0.139%
27  9.992 1341 1344 1348 rVB 72657 72579  2.82%  0.340%
28 10.080 1356 1359 1366 rVB6 74770 126099 4.90% 0.591%
29 10.145 1366 1370 1373 rBV4 83420 122076 4.75% 0.572%
30 10.204 1377 1380 1383 rBV 111177 123915 4.82% 0.581%
31 10.257 1387 1389 1392 rVB2 67393 61961 2.41% 0.290%
32 10.298 1392 1396 1397 rBV2 102545 103120 4.01% 0.483%
33 10.345 1402 1404 1407 rBV2 43603 44153 1.72% 0.207%
34 10.427 1416 1418 1421 rBV3 44172 54538 2.12% 0.256%
35 10.504 1429 1431 1433 rVV2 50622 34894 1.36% 0.164%

36 10.539 1433 1437 1443 rVWW 283743 320935 12.48%  1.504%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS Vvial : 19 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.604 1446 1448 1451 rVB 203369 161078 6.26% 0.755%
38 10.680 1458 1461 1465 rBV 1347622 1102948 42.89% 5.169%
39 10.810 1479 1483 1486 rBV 561674 552097 21.47% 2.587%
40 10.880 1493 1495 1497 rVB 53149 36101 1.40% 0.169%
41 11.022 1516 1519 1522 rVB4 105818 97733 3.80% 0.458%
42 11.274 1559 1562 1568 rVB 318262 349520 13.59% 1.638%
43 11.380 1577 1580 1583 rBV 772800 680343 26.46%  3.188%
44 11.627 1620 1622 1625 rVB 93939 77235 3.00% 0.362%
45 11.910 1668 1670 1675 rVB2 259043 240643 9.36% 1.128%
46 12.368 1746 1748 1750 rBV 61616 46107 1.79% 0.216%
47 12.980 1848 1852 1855 rBV 2125539 1789828 69.60% 8.388%
48 13.886 2004 2006 2017 rVB 176807 252496  9.82% 1.183%
49 14.045 2029 2033 2036 rVB 523553 508031 19.75%  2.381%
50 15.551 2285 2289 2294 rVB 351150 460340 17.90% 2.157%

Sum of corrected areas: 21337764
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134000.D\data.ms

5.487
2500000 6.487

2000000
1500000 7.410

152
1000000 6.851

500000

263 5.092 6.681

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\j\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF134000.D\data.ms

9.210

2500000 12.980

2000000

10.680

1500000

9.886
1000000 8.128

500000

8.548.7868845"
0 —— P T — — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134000.D\data.ms

2500000

2000000

1500000

1000000 14.045

15.551

13.886
500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
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\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.152 38.86 ng 1516040 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 11 (2.152 min): BF134000.D\data.ms (-5) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R e A REARREE
‘ J 881 2.202.302.402.502.60
Ol prrreprer il 580 Il 881 n/z 43.e5 45.38%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T T[T I [ TT T T[T TTT 7T

2.202.302.402.502.60

43.0
‘ m/z 55.05 31.34%
27.0 8%.0
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
A EaaRamaas
2.202.302.402.502.60
5000 55.0 m/z 87.10 26.31%
39
0 L ‘ Al | 880 1150 1200
“““““ “““ ““,‘ L e
miz--> 0 20 40 80 100 120
Abundance #2245.Suane,teUanKthL R R RARE R
73.0 2.202.302.402.502.60

m/z 41.10 15.59%

5000
430

m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.092 2.38 ng 92976  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1,2-Butanediol 90 C4H1002 000584-03-2 28
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 511 (5.092 min): BF134000.D\data.ms (-507) (-) m/z 42.95 100.00%
43.0
59.1
5000
101.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
4.80 5.00 5.20 5.40
Ll J 83.0 ‘ 9
ot e e m/z 59.10 54.30%
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 e
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.48%
31\'0 L | 83.0 |
O \\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2577: 1,2-Butanediol
31.0 59.0
N EERRsEEEs R
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.74%
3.0
15.0
Ol yrsreg ooy il TEO. 890
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- R RERRNEESSS o
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.23%
41.0
5000
86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09

Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Dodecane, 2,7,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
9.151 2.67 ng 97659  Acenaphthene-dile 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
4 Ether, hexyl pentyl 172 C11H240 ©32357-83-8 58
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 47
Abundance Scan 1201 (9.151 min): BF134000.D\data.ms (-1198) (-) m/z 57.10 100.00%
57.1
5000
85.0
Ty
H | 1271 159.1 1601 8.80 9.00 9.20 9.40
Ol el s A0SR b b B82S Tmyz 71.05  75.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 LA LA BN LR B
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10  58.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
STy
8.80 9.00 9.20 9.40
5000 m/z 41.00 39.50%
29.0 85.0
L 30 1550 1630 060
R B S S SR E e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl- T
57.0 8.80 9.00 9.20 9.40
m/z 85.05 30.88%
5000
85.0
29.0
ol H I ‘ 130 1410 169.0 197.0
L A Al PP T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown9.286 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.286 2.18 ng 79912  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, undecyl vinyl ester 242 C14H2603 1000382-54-9 46
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 46
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 46
4 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 46
5 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 43

Abundance Scan 1224 (9.286 min): BF134000.D\data.ms (-1220) (-) m/z 57.05 100.00%

57.0
20 Aﬂfw¢mwﬂﬂmeAﬂumﬂvﬂﬂ
R RmsEE R R
9.00 9.20 9.40 9.60
0 w“HMMH“HJ m/z 43.10 79.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125950: Carbonic acid, undecyl vinyl ester
57.0
5000 L L L L BN LR
85.0 9.00 9.20 9.40 9.60
m/z 41.00 61.36%
29. 0 ‘ 1110 154.0
O \‘\\\\‘H\\!‘\\‘\\‘H\‘\\‘H‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\179\‘9\0\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
AR R
9.00 9.20 9.40 9.60
5000 m/z 71.05 48.89%
85.0
0 2?0 ly h ‘ h | ‘hll\:\l\.o 1490 1680 213.0
R T e Ammaa R L s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61055: 1-Octanol, 2-butyl- e T e
57.0 9.00 9.20 9.40 9.60
m/z 55.00 42.54%
5000
29.0 85.0
P O
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.604 7.78 ng 284711  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 87
3 Decane, 5-propyl- 184 C13H28 017312-62-8 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1278 (9.604 min): BF134000.D\data.ms (-1274) (-) m/z 57.10 100.00%
57.1
20 MM
0.0 —— —
|| 1820 1832 - -
O T m/z 43.05 86.52%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 A ——
9.50 10.00
99.0 m/z 71.05 74.91%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
miz--> 50 100 150 200 250
Abundance #59044: Dodecane, 4-methyl-
43.0
T —
9.50 10.00
5000 m/z 85.10 36.11%
85.0
ol ““ N P .1 —
miz--> 50 100 150 200 250
Abundance #59032: Decane, 5-propyl- I

T :
57.0 9.50 10.00
m/z 41.05 35.30%

5000

\ 112.0
ol280l | | T a0 I
miz--> 50 100 150 200 250 9.50

N
o
o
S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknown9.751 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.751 3.08 ng 112944  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 49
2 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 30
3 2-propenamide, N-(2,6-dihydroxyp... 193 C10H11NO3 1000395-98-7 30
4 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 27
5 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 27

Abundance Scan 1303 (9.751 min): BF134000.D\data.ms (-1300) (-) m/z 41.10 100.00%
1

41.1 69.
109.1
5000

-]

‘ . .
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride
41.0 69.0

5000 — ——
97.0 9.50 10.00
137.0 m/z 55.00 87.63%
o bl
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #99335: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-e
69.0
—— —
9.50 10.00
5000 109.0 m/z 43.05 73.86%

L gz
o S 0 T v P SRS
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260

Abundance #67616: 2-propenamide, N-(2,6-dihydroxyphenyl)-2-meth P ——
41.0 69.0 9.50 10.00

5000
193.0
9.0 124.0
‘ "151.0 ‘

Ol b bt e P e e e —— —
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown9.798 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.798 2.95 ng 108054  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Anthracenamine 193 C14H11N 000613-13-8 38
2 1-Anthracenamine 193 C14H11N 000610-49-1 38
3 1-Heptyne, 3-ethoxy-3,4-dimethyl- 168 C11H200 054411-04-0 22
4 Iminostilbene 193 C14H11N 000256-96-2 18
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18
Abundance Scan 1311 (9.798 min): BF134000.D\data.ms (-1308) (-) m/z 193.20 100.00%
198.2
69.0 97.1
5000
P a
18.2 9.50 10.00
0! | m/z 97.10 81.93%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #68073: 2-Anthracenamine
1938.0
5000 —r ——
165.0 9.50 10.00
97.0 m/z 69.05 75.47%
O \\‘4\9.\9‘??\.9‘”‘1‘\\}’\\\‘!‘\\]\-3\,?.\(\)!\““\\}‘\\H}\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #68069: 1-Anthracenamine
193.0
—— —
9.50 10.00
5000 165.0 m/z 55.10 73.58%
97.0
T T S SN N WW
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #43386: 1-Heptyne, 3-ethoxy-3,4-dimethyl- —— ——
97.0 9.50 10.00
69.0 m/z 109.10 68.94%
o T W_/\K/\MJW
m/z--> 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF062623.M Wed Jun 28 10:21:33 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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©.080 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.080 3.44 ng 126099  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 46
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 46
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 43
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 41
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 41
Abundance Scan 1359 (10.080 min): BF134000.D\data.ms (-1356) (- m/z 57.10 100.00%
57.1
155.1
5000 85.1
T \
113.1
L Ll a2
Ol bl bt bl A T Tm/z 43.05 78.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0
5000 — :
10.00
m/z 155.10  71.25%
115.0
O\‘\\\\‘\5\1\9\\7\6}“0\\\\‘\\\‘\‘\!\\“‘\\ ‘\“\H\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
T \
10.00
5000 85.0 m/z 71.60 60.08%
113.0 155.0
A I Y G Y-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45506: Decane, 3,6-dimethyl- T ‘
57.0 10.00
m/z 170.10 48.74%
5000 85.0
29.0 113.0
oot b 2420 1700 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00

8270-BF062623.M Wed Jun 28 10:21:33 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl1®.145 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.145 3.33 ng 122076  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-butyl- 184 C13H28 017312-63-9 38
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 25
3 Hexadecane 226 C16H34 000544-76-3 25
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 25
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 25

Abundance Scan 1370 (10.145 min): BF134000.D\data.ms (-1366) (- m/z 57.10 100.00%
57.1

5000 7.1 133.1 /\w/i

—
‘ ‘h ‘ P7'1 204.2 10.00 10.50
Y Al iy u““i w!wﬁ Y m/z 43.05  83.40%
miz--> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl-
43.0
85.0
5000 126.0 U L
10.00 10.50

m/z 71.10 76.85%

O T L “ h\ ‘“‘ \m\ h‘ T T 0 ‘ T }8\4\-0‘ L ‘ L L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0

7
10.00 10.50

5000 ITI/Z 83.10 75.04%
99.0 1550
NI 1 O st DY
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane 7 —
57.0 10.00 10.50
m/z 55.05 70.39%
o W
99.0
oo [ LL [T, w0 a0 200 R
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF062623.M Wed Jun 28 10:21:34 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 10 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.204 3.38 ng 123915  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 91
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 89

Abundance Scan 1380 (10.204 min): BF134000.D\data.ms (-1377) (- m/z 155.10 100.00%
155.1
5000
P P
193.2 221 10.00 10.50
o L m/z 170.10  93.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 MJM 1
10.00 10.50
m/z 153.05 25.46%
6.0 128.0
O \‘2\7‘\.\0\ "\5\]7\.\0‘ } \‘7‘\ “\‘-‘””\}\0‘2\.\9‘\ T \‘!‘\ \“‘\ T T \“\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
P o
10.00 10.50
5000 m/z 169.05 20.05%
ol.27.0 510 760 10201280 || A
e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- onconlenl, T
155.0 10.00 10.50
m/z 152.05 19.77%
5000
128.0
63.0 ‘
0 49-089-°M‘ Ak idickatiins
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50

8270-BF062623.M Wed Jun 28 10:21:35 2023 Page: 13



Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: BF134000.D

: 27 Jun 2023 20:09
: CG\JU

: 03402-05

: 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 unknownl®.298 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.298 2.82 ng 103120  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 44
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 38
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 38

4 2-Fluoro-N-(1,3-thiazol-2-yl)ben... 222 C1@H7FN20S
5 1H,3H-Thieno[3,4-c]thiophene, 4,... 170 C8H10S2

000319-38-0 30
015441-54-0 30

Abundance Scan 1396 (10.298 min): BF134000.D\data.ms (-1392) (- m/z 123.10 100.00%
1238.1
170.1
5000 411
8L1 207.2
P e
10.00 10.50
o} m/z 170.05 60.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45527: 4,6,8-Trimethylazulene
170.0
5000 Mj\/\ ‘ et
10.00 10.50
128.0 m/z 41.10 49.58%
O\\\‘\‘\\3\9‘(\)\‘\\63\\(}\”’8\9\\0\‘\\\\‘\‘U\\“H\‘ ‘\H\H\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
P e
10.00 1050
5000 ITI/Z 155.05 %
128.0
510 760
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 1000 1050
m/z 43.10 4%
- ﬁAWwNMhAwﬂﬂww%wAﬂvaJ
128.0
ol 200 ez M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1050

8270-BF062623.M Wed Jun 28 10:21:36 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 5

R.T. EstConc Area Relative to ISTD R.T.
10.539 8.76 ng 320935  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 68
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 68
4 Heptacosane 380 C27H56 000593-49-7 64
5 Decane, 2-methyl- 156 C11H24 006975-98-0 64

Abundance Scan 1437 (10.539 min): BF134000.D\data.ms (-1433) (- m/z 57.10 100.00%
57.1
w0 /\/MVJ\’M
85.1 S ‘
1 10.50
‘ 141.0169.2
o‘HwH_HHW‘M"m“_m‘wum_m‘““_1‘9‘7_1‘”_‘2‘3‘?‘% m/z 43.10  50.20%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 — :
10.50
290 8.0 m/z 71.10  48.35%
113.0
0 Ll “ | | 1410 183021102300
\H\‘\\H‘H\\‘\\H‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
T \
10.50
m/z 41.00 27.82%
5000 850
29.0 113.0
oot L LT 201029001070
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #59066: Undecane, 2,5-dimethyl- ——
57.0 10.50
m/z 85.10 23.07%
29.0
S S T oY ST b
m/z--> 20 40 60 80 100120140160 180 200 220 240 10.50

8270-BF062623.M Wed Jun 28 10:21:37 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.604 4.40 ng 161078  Acenaphthene-die 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzoylformic acid 150 C8H603 000611-73-4 43
5 acetic acid, 2-bromo-, 2-oxo-2-p... 256 C1OH9BroO3 1000401-50-0 43

Abundance Scan 1448 (10.604 min): BF134000.D\data.ms (-1446) (- m/z 105.00 100.00%

105.0
77.0
5000 182.1
51.0

Y
10.50 11.00

152.1

Ol ety b e e 2902, 2392 m/z 77.00 65.89%

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

Abundance #56925: Benzophenone
105.0
77.0 182.0

5000 T —
10.50 11.00

510 m/z 182.10  46.51%

27.0 \‘ ook 1820
‘\\\\“\\\\‘\\\”\’\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0

=
10.50 11.00

o

182.0
5000 m/z 51.00 31.30%
51.0 105.0
152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile T T
105.0 10.50 11.00

m/z 49.95 9.79%

77.0
5000
51.0
PR 13001540 1840
e e PR EIRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF062623.M Wed Jun 28 10:21:38 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09

Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 14 Tridecane, 5-propyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.810 16.23 ng 552097 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 91
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72

Abundance Scan 1483 (10.810 min): BF134000.D\data.ms (-1479) (- m/z 57.05 100.00%
57.0
w0 VKANﬂ«A/vﬂ\N«NKMﬁvVA
P e
‘ ‘ 11‘31 183.2 1050 11.00
ob bl L 147070 2382 38Li ., 7110 72.22%
miz--> 50 100 150 200 250 300
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 _—- ekt
10.50 11.00
m/z 43.10 61.99%
1120
O T T \ ’h‘ H‘ T ‘ \H T \ T ‘ T %8\“3\.0‘ \2\26\.0\ ‘ T LI ‘ T LI
miz--> 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
P e
10.50 11.00
5000 m/z 41.10 30.56%
99.0
NPV RGETE. T . M/LJLVJ\
m/iz--> 50 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 10.50 11.00
m/z 85.10 27.25%
113.0
ol L. w880 e
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF062623.M Wed Jun 28 10:21:39 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4,4'-Dimethylbiphenyl Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.022 2.87 ng 97733  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Dimethylbiphenyl 182 C14H14 000613-33-2 91
2 1H,2H,3H-Cyclopenta[a]naphthalen... 182 C14H14 001624-22-2 91
3 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 87
4 1,1'-Biphenyl, 2,4'-dimethyl- 182 C14H14 000611-61-0 87
5 Benzene, 1-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 81
Abundance Scan 1519 (11.022 min): BF134000.D\data.ms (-1516) (- m/z 182.05 100.00%
182.1
57.1
5000
T \
210.2 247.2 11.00
o Ftal2 m/z 167.10  99.18%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #56999: 4,4'-Dimethylbiphenyl
182.0
5000 —— :
11.00
m/z 165.05 71.55%
ol 390650 910 19601529 |
\H’\H\’\\H‘\\H‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #57036: 1H,2H,3H-Cyclopenta[a]naphthalen-5-ylmethane
167.0
T T
11.00
5000 m/z 57.10 67.77%
0 39\'0\ | \‘\ ?9‘”0 11\5.()\14‘1'(# ‘
A RAaT e e paa e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #56997: 2,2'-Dimethylbiphenyl T ‘
167.0 11.00
m/z 181.10 30.75%
5000
89.0
o2 B0 e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00

8270-BF062623.M Wed Jun 28 10:21:42 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 16 Tridecane, 6-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.274 10.27 ng 349520 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
2 Tetracosane 338 C24H50 000646-31-1 86
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 1562 (11.274 min): BF134000.D\data.ms (-1559) (- m/z 57.10 100.00%
57.1
. M\A
991 —— —
“ ‘ ‘ }41.1 183.2 2321 11.00 11.50
b bbb LT b SRS m/z 71.10 69.97%
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 85.0 T T
11.00 11.50
m/z 43.10 51.98%
126.0 183.0
O L “‘H\ h”‘ \“‘\ h" \“ T h\ \‘ ‘h\ T \“ T ‘ \2?6\.(\) ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—— —
11.00 11.50
5000 ITI/Z 85.10 39.70%
99.0
0 \‘ A M\ ‘h\ h‘ | %4\19 1830 225.0 267.0 338.!
e e
miz--> 50 100 150 200 250 300
Abundance #287350: Octadecane, 1-iodo- —— —
57.0 11.00 11.50
m/z 41.10 28.81%
5000
‘ pa0 155.0 253.0
B T 1 M NN B
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pentadecane, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.627 2.27 ng 77235  Phenanthrene-d1e 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 87
Abundance Scan 1622 (11.627 min): BF134000.D\data.ms (-1620) (- m/z 57.00 100.00%
57.0
113.1 —— —r
‘ ‘ 264.1 11.50 12.00
ol L, i mw““‘ Ll “m oL, ??f??‘ e m/z 43.10  79.82%
m/z--> 50 100 150 200 250 300 350
Abundance #107229: Pentadecane, 3-methyl-
57.0
5000 — ——
11.50 12.00
197.0 ITI/Z 71.10 77 .44%
| ] 140 ‘
O\\‘i““\h\“\“h\h‘\‘\\“‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
— —
11.50 12.00
5000 m/z 85.10 44 .62%
9.0
Ll Jeoams0 250
om_‘u‘““ w‘uwmu_m_m_mw
m/z--> 100 150 200 250 300 350
Abundance #275538: Hexacosane T ——
57.0 11.50 12.00
m/z 41.10  25.85%
- W
.0
oL Ll [ | 141018302250 2670 3090 366,
. R A e — ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.910 7.07 ng 240643  Phenanthrene-di10 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 1670 (11.910 min): BF134000.D\data.ms (-1668) (- 43.10 100.00%
43.1 73.0
5000
129.1
192.1 T
nm |, 22722561 20
O WAL ALl 2B W (ST m/z 73.00 87.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
e
43.0 730
5000 129.0
1200
171.0 m/z 60.00 87.43%
Ty |
O\H‘\‘}H‘“‘HH!“\H\‘\‘H!‘H}‘H"‘\\‘M‘\‘\‘\\“H}\“\\H‘\‘H\’\H‘\‘HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
1200
5000 m/z 41.10 77 .49%
129.0
213.
‘ H ‘ 171.0 ‘
01‘4“0“” H”uh‘!“‘ ”“H‘:“,‘w‘w‘lum‘”‘w"H‘w,‘Hw”,w“ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 55.10 74.68%
5000
129.0
185.0 228.0
O oot B el ettt b by —r—
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.886 9.94 ng 252496  Chrysene-di2 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
2 1-Tetracosene 336 C24H48 010192-32-2 93
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 Cyclotetracosane 336 C24H48 000297-03-0 91
Abundance Scan 2006 (13.886 min): BF134000.D\data.ms (-2004) (- m/z 43.10 100.00%
43.1
83.1
5000
f 230.1 13.50 14.00
167.1 ’ : :
0“L14J ‘Jh”mhm‘wﬁu uw“lmwuc‘39?1‘34??“ m/z 57.10 97.05%
miz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — —
13.50 14.00
#250 m/z 55.10 92.94%
OM \ “ ““ ‘H‘h } “\ \_:Lg\‘e‘(\)\ L B B B
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
— ——
13.50 14.00
5000 m/z 83.10 78.72%
25.0
J UL amoeme o
m/z--> 50 100 150 200 250 300 350
Abundance #227236: 9-Tricosene, (2)- — —
55.0 97.0 13.50 14.00
m/z 69.10 66.70%
5000
‘ j{ 0 322.0
ol LT a0zam02060 T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062723\
Data File : BF134000.D

Acqg On : 27 Jun 2023 20:09
Operator : CG\JU

Sample : 03402-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.152 38.9 ng 1516040 1 6.851 780162 20.0
2-Pentanone, 4-... 5.092 2.4 ng 92976 1 6.851 780162 20.0
Dodecane, 2,7,1... 9.151 2.7 ng 97659 3  9.886 732338 20.0
unknown9.286 9.286 2.2 ng 79912 3 9.886 732338 20.0
Heneicosane 9.604 7.8 ng 284711 3 9.886 732338 20.0
unknown9.751 9.751 3.1 ng 112944 3 9.886 732338 20.0
unknown9.798 9.798 3.0 ng 108054 3  9.886 732338 20.0
unknown10.080 10.080 3.4 ng 126099 3 9.886 732338 20.0
unknown10.145 10.145 3.3 ng 122076 3  9.886 732338 20.0
Naphthalene, 2,... 10.204 3.4 ng 123915 3 9.886 732338 20.0
unknown10.298 10.298 2.8 ng 103120 3  9.886 732338 20.0
Pentadecane, 2,... 10.539 8.8 ng 320935 3 9.886 732338 20.0
Benzophenone 10.604 4.4 ng 161078 3 9.886 732338 20.0
Tridecane, 5-pr... 10.810 16.2 ng 552097 4 11.380 680343 20.0
4,4'-Dimethylbi... 11.022 2.9 ng 97733 4 11.380 680343 20.0
Tridecane, 6-pr... 11.274 10.3 ng 349520 4 11.380 680343 20.0
Pentadecane, 3-... 11.627 2.3 ng 77235 4 11.380 680343 20.0
Tridecanoic acid 11.910 7.1 ng 240643 4 11.380 680343 20.0
Trichloroacetic... 13.886 9.9 ng 252496 5 14.045 508031 20.0

8270-BF062623.M Wed Jun 28 10:21:45 2023

Pag 23



