LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc :

ALS Vvial : 18 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-BF012925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141463.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.799 284 290 296 rBV 14457 24456 1.65% 0.130%
2 4.981 487 491 501 rVB 18233 27480 1.86% 0.146%
3 5.263 534 539 544 rBV 13190 17289 1.17% 0.092%
4 5.410 559 564 583 rVB 767957 1047370 70.86% 5.557%
5 5.657 597 606 611 rBV 161251 214482 14.51% 1.138%
6 6.063 672 675 684 rVB 20170 27038 1.83% 0.143%
7 6.428 732 737 745 rBV 770359 1015853 68.73% 5.390%
8 6.622 765 770 774 rBV3 12305 18231 1.23% 0.097%
9 6.787 793 798 805 rBV 319191 410004 27.74% 2.175%
106 6.857 805 810 815 rBV3 51793 91038 6.16% ©.483%
11 7.181 860 865 869 rBv4 10205 17294 1.17% 0.092%
12 7.351 884 894 898 rBV 493558 665708 45.04% 3.532%
13 7.387 898 900 904 rVWVW 42320 47808 3.23% 0.254%
14 7.434 904 908 912 rVB4 12439 19683 1.33% 0.104%
15 7.604 929 937 943 rVB5 28063 64291 4.35% 0.341%
16 7.710 945 955 958 rBv7 15776 40321 2.73% 0.214%
17 7.822 970 974 978 rVB2 14990 21082 1.43% 0.112%
18 8.069 1004 1016 1023 rBV 387431 668799 45.25%  3.549%
19 8.134 1023 1027 1030 rVV 47296 68713 4.65% 0.365%
20 8.163 1030 1032 1039 rVB5 11704 16373 1.11% ©0.087%
21 8.363 1061 1066 1072 rBV6 30790 57524 3.89% 0.305%
22 8.416 1072 1075 1078 rBV2 16924 20110 1.36% 0.107%
23 8.451 1078 1081 1084 rVB2 28314 33077 2.24% 0.176%
24  8.492 1084 1088 1094 rBV 61743 87339 5.91% 0.463%
25 8.575 1099 1102 1105 rBvV2 16833 20306 1.37% 0.108%
26 8.663 1113 1117 1121 rBV 141410 171948 11.63% 0.912%
27 8.786 1135 1138 1141 rVB 24535 29059 1.97% 0.154%
28 8.886 1151 1155 1162 rVB2 23879 36160 2.45% 0.192%
29 8.951 1162 1166 1168 rBV2 14638 22351 1.51% 0.119%
30 9.028 1176 1179 1183 rVB 20439 24344 1.65% 0.129%
31 9.069 1183 1186 1187 rBV2 15400 17658 1.15% 0.091%
32 9.092 1187 1190 1194 rVB 45907 55010 3.72% 0.292%
33 9.145 1194 1199 1205 rBV 803198 979798 66.29% 5.199%
34 9.228 1209 1213 1218 rBV 128390 174730 11.82% 0.927%
35 9.422 1240 1246 1250 rBV2 135745 194475 13.16% 1.032%
36 9.481 1253 1256 1259 rwV 51448 73341 4.96% 0.389%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc :

ALS Vvial : 18 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-BF012925.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.545 1263 1267 1274 rVB2 61879 115624 7.82% 0.613%
38 9.692 1288 1292 1295 rBV3 23420 32501 2.20% 0.172%
39 9.757 1296 1303 1307 rBV 99759 159151 10.77% 0.844%
40  9.822 1308 1314 1318 rBV 339554 483553 32.72%  2.566%
41  9.857 1318 1320 1324 rVB 52927 61708 4.18% 0.327%
42 9.933 1329 1333 1337 rVB 30472 43281 2.93% 0.230%
43 10.028 1345 1349 1353 rBV2 52809 69006 4.67% 0.366%
44 10.081 1354 1358 1362 rVB4 35114 60979 4.13% 0.324%
45 10.145 1366 1369 1371 rBV 31344 39112 2.65% 0.208%
46 10.257 1381 1388 1392 rBV2 112863 186301 12.61% 0.989%
47 10.375 1404 1408 1414 rVB2 55423 85022 5.75% 0.451%
48 10.481 1422 1426 1431 rVB 89063 122718 8.30% 0.651%
49 10.539 1432 1436 1440 rVV 147304 179859 12.17% 0.954%
50 10.616 1444 1449 1460 rVB 419381 592157 40.07% 3.142%
51 10.739 1465 1470 1477 rVB 227156 391873 26.51% 2.079%
52 11.180 1542 1545 1548 rBV 82615 113933 7.71% 0.605%
53 11.210 1548 1550 1556 rVB 118624 150849 10.21%  ©.800%
54 11.316 1563 1568 1569 rBV 341091 413091 27.95% 2.192%
55 11.339 1569 1572 1576 rVV 422647 550838 37.27% 2.923%
56 11.386 1577 1580 1584 rVB 120841 150955 10.21% ©0.801%
57 11.610 1615 1618 1621 rBV 80401 86515 5.85% ©0.459%
58 11.816 1650 1653 1655 rBV 61672 75173 5.09% ©0.399%
59 11.845 1655 1658 1663 rVB 187329 235000 15.90% 1.247%
60 11.927 1669 1672 1680 rVB3 129926 294929 19.95% 1.565%
61 12.016 1685 1687 1691 rVB2 65136 82001 5.55% 0.435%
62 12.098 1698 1701 1707 rVB2 109642 160538 10.86% 0.852%
63 12.175 1710 1714 1720 rVB2 126535 185510 12.55% 0.984%
64 12.263 1724 1729 1733 rBV 900328 1142751 77.32% 6.063%
65 12.527 1770 1774 1778 rBV 603350 822092 55.62% 4.362%
66 12.574 1778 1782 1788 rVB 817052 1075096 72.74% 5.704%
67 12.757 1807 1813 1820 rBV2 558341 953533 64.52% 5.059%
68 12.904 1834 1838 1845 rVB 837058 1117066 75.58% 5.927%
69 13.045 1857 1862 1866 rBV 1158709 1477982 100.00% 7.842%
70 13.957 2013 2017 2021 rBV2 390453 616106 41.69% 3.269%

Sum of corrected areas: 18846746
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 05 Feb 2025 22:23
: RC/JU
1 Q1207-11

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
BF141463.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF141463.D\data.ms

5.410

5.657
3.799 4.981 5.263

Time-->

6.428

7.351

6.787

.857

6.063 6.622 7.181/7£434.60%

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF141463.D\data.ms

8.069

13.p45

12.904
12.263 15 574

Time-->

— — —
10.00 10.50 11.00

—
11.50

— — —
12.00 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BF141463.D\data.ms

13.957

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T T ‘ T T ‘ T
17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Cyclopentanone, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.657 10.46 ng 214482 1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2-methyl- 98 C6H100 001120-72-5 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 1-Pentene 70 C5H10 000109-67-1 47
4 2-Propenal, 3-(dimethylamino)- 99 C5H9NO 000927-63-9 42
5 2-Pentene 70 C5H10 000109-68-2 40
Abundance Scan 606 (5.657 min): BF141463.D\data.ms (-597) (-) m/z 55.00 100.00%
55.
5000
98.1
H 5.40 5.60 5.80 6.00
Ol b 2970z 42,10 74.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3625: Cyclopentanone, 2-methyl-
42.0
98.0
5000 69.0 T T T T T T T T T
5.40 5.60 5.80 6.00
m/z 98.10  35.89%
0\\]-\&_)\.‘()\”!‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3564: Cyclohexanone
55.0
98.0 S ARARN AR
5.40 5.60 5.80 6.00
5000 m/z 41.05 34.66%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #631: 1-Pentene AT P A
42.0 5.40 5.60 5.80 6.00
m/z 39.10 26.72%
5000
70.0
15.0 ‘ ‘
O b e e e e A T T
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23

Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 2 unknown6.857 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.857 4.44 ng 91038 1,4-Dichlorobenzene-d4 6.787
Hit# of 5 Tentative ID MW MolForm CASH# Qual
-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 22
-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 22
112 C8H16 000107-39-1 14

sobutyl octan-2-yl carbonate

230 C13H2603

11
21
3 1-Pentene, 2,4,4-trimethyl-
4 1
5N

'-0xo-N'-tert-butylimino-carbam...

155 C6HON302

1000372-74-7 12
1000435-12-5 12

Abundance Scan 810 (6.857 min): BF141463.D\data.ms (-805) (-) m/z 57.10 100.00%
57.1
5000 41.0 119.1 A]LM
“H‘H‘w“u‘u‘w“
‘ 83‘1‘ ‘ 6.60 6.80 7.00 7.20
0Frr 1 H“;‘ww wwh m‘ %%‘ Al L myz a1.es  43.89%
m/z--> 20 40 100 120 140
Abundance #15695.1-HexanoL2-eﬂwL
57.0
5000 L B R I L L I L B
41.0 6.60 6.80 7.00 7.20
83.0 m/z 119.10  43.29%
0 T \1\8‘0\ ‘\“\ \"‘\ T T \“‘\ T “1 T \“ \1\1%.\0‘ L ‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
PR N (.
6.60 6.80 7.00 7.20
5000 410 m/z 55.00 37.94%
83.0 112.0
0 B i s Y S
miz-> 20 40 60 80 100 120 140
Abundance #7633: 1-Pentene, 2,4,4-trimethyl- AR REaREaE T
57.0 6.60 6.80 7.00 7.20
m/z 43.05 32.51%
41.0
5000
112.0
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.663 5.14 ng 171948 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 78
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78
Abundance Scan 1117 (8.663 min): BF141463.D\data.ms (-1113) (-) m/z 57.10 100.00%
57.1
85.1
B EEaaaR RS
8.40 8.60 8.80 9.00
131 0
0 .160.1184.2 m/z 43.05 79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 L L R B L BN R
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18  43.34%
o \‘ | | | 1180 1410 1840
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
e RARREEEEERE
8.40 8.60 8.80 9.00
5000 m/z 41.10 41.76%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T
57.0 8.40 8.60 8.80 9.00
m/z 85.10 27.16%
5000
85.0
29 0
L5130 10 1eg0 1580
‘_‘H‘HH‘H‘w‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘HM‘H R A BBRASREEENRE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Tetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.228 7.23 ng 174730  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Undecane 156 C11H24 001120-21-4 86
Abundance Scan 1213 (9.228 min): BF141463.D\data.ms (-1209) (-) m/z 57.10 100.00%
57.1
5000
85.0
AR EEaERR RS
9.00 9.20 9.40 9.60
113 1 193.2
0 a0 B2 m/z 43.05 77.51%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane
57.0
5000 L B L I LN B
85.0 9.00 9.20 9.40 9.60
290‘ m/z 71.05 44.99%
11
O \H‘\‘\‘\\‘\H\‘H“}\“l‘\\\M‘Hﬁ‘?‘\]-\?"]:\(\);-‘?%\c‘)\]\-\g\?\(\)\\’HH‘\\H‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
 ARRESSRRESEE R
9.00 9.20 9.40 9.60
m/z 41.10 41.97%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane R EE e Rma
57.0 9.00 9.20 9.40 9.60
m/z 85.05 29.86%
5000 85.0
29.0
Ll ps0up 1840
Ob b e o S e e o AT e
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 5 2-Ethylhexyl mercaptoacetate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.422 8.04 ng 194475  Acenaphthene-die 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 58
2 Octyl thioglycolate 204 C10H2002S 007664-80-4 52
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 43
4 Oxalic acid, bis(2-ethylhexyl) e... 314 C18H3404 1000309-39-0 43
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 41
Abundance Scan 1246 (9.422 min): BF141463.D\data.ms (-1240) (-) m/z 57.10 100.00%
57.1
1561 [TT T T[T I T[T rrrr[rrl
‘ ‘ g31 1121 ‘ 9.00 9.20 9.40 9.60 9.80
SN 1 T T P Y RSN - S By 2 C o P W T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 L L LN R
9.00 9.20 9.40 9.60 9.80
9.0 112.0 m/z 71.10  53.95%
s
O \\\‘\‘\\\“‘\\\!‘\\N\“\‘\\\‘\\\‘\‘\\\\]-‘4\5\\0\‘]\-\7\2\‘0\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79333: Octyl thioglycolate
57.0
SRR RREAE
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.10 46.89%
29.0 84.0
‘ ‘ 113.0
S 110 0 N RN Y-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- R AR RRRE
57.0 9.00 9.20 9.40 9.60 9.80
m/z 55.05 31.90%
- Mm
290 ‘ o520 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.545 4.78 ng 115624  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 78
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
Abundance Scan 1267 (9.545 min): BF141463.D\data.ms (-1263) (-) m/z 57.10 100.00%
57.1
T \
| \ ‘ ‘ 1820 1741 9.50
[ “‘ A m/z 43.10  88.68%
miz-> 50 100 150 200 250
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 —— :
9.50
‘ m/z 71.10 73.13%
270 ‘ 1130
O T “ i H‘ M‘ \H\ ‘[ \“ T ‘\ T ‘ T \18\3.\0‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
T \
9.50
5000 m/z 41.10 37.39%
0 h | ‘ 1301430 1830 2530 2964
e e e T A
miz--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl- —— ‘
57.0 9.50
m/z 55.10 34.69%
w M/\/\W
27.0 ‘ 97.0 127.0 183.0
0 O - —
m/z--> 50 100 150 200 250 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.757 6.58 ng 159151  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 81
4 Nonadecane 268 C19H40 000629-92-5 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1303 (9.757 min): BF141463.D\data.ms (-1296) (-) m/z 57.10 100.00%

57.1
5000
85.1

9.50 10.00
113.1 151.0
o“w‘H‘W‘wuum‘ﬂ‘uﬁu‘w‘u‘_‘H‘H‘ﬁ§??ﬁ?afu“ m/z 43.10 81.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 — e
85.0 9.50 10.00

29.0

‘\‘ \‘\ M\ H\ il \11\\\3 0 141.0 169.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0

o

9.50 10.00
5000 m/z 41.10 38.03%
85.0
29.0

“““““,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane T ——
57.0 9.50 10.00

85.0
5000
29.0

o““H‘“H“‘H“‘H‘“H“‘H“‘H“‘H“_“‘_“‘M“‘ — —
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\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.257 7.71 ng 186301  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 1388 (10.257 min): BF141463.D\data.ms (-1381) (1 m/z 57.10 100.00%

57.1
5000
85.1

0.00 10.50
113.1 155.1 2 1
O bl db ol 820 2263 m/z 43.10  77.71%
m/z--> 20 40 60 80 100120140 160180 200 220 240 260
Abundance #107217: Hexadecane
57.0
5000 — —
85.0 10.00 10.50
29.0

m/z 71.10  49.96%

‘\‘ \‘\ H\ H\ ik \11%)014101690 226.0
‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #158600: Nonadecane
57.0

o

e —
10.00 10.50
m/z 41.10  39.82%
5000 85.0
29.0
_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
mlz--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #261137: Hexadecane, 1-iodo- T —
57.0 10.00 10.50

m/z 85.10  35.88%

29. 0‘ ‘ 113.0 155.0 225.0
\‘ | ‘H L ‘ | | 183.0

T T e —

‘ T
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.480 5.08 ng 122718  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Eicosane 282 C20H42 000112-95-8 64
3 Octacosane 394 (C28H58 000630-02-4 64
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 1426 (10.480 min): BF141463.D\data.ms (-1422) (-} ' m/z 57.10 100.00%
57.1
—
‘ ‘ 113.1 169.1 0141 10.50
ol bbb by L2t m/z 43.10  48.79%
miz--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
5000 T
10.50
m/z 71.10 42.44%
9.0
015.(4[ \“\1\4\1‘()\]\-8\‘4;0‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
—
10.50
5000 m/z 41.10 25.07%
9.0
LU % 141018302250 2820 M
A
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —
57.0 10.50
m/z 85.10 23.05%
h NM
ol I H | 141 0183.0225.0 281.0 337.0 394.
“““““H‘“““‘““‘H““““““‘ —
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.539 7.44 ng 179859  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 N-(1-Cyanovinyl)benzamide 172 C1OH8N20 1000186-19-1 53
4 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance Scan 1436 (10.539 min): BF141463.D\data.ms (-1432) (- m/z 105.00 100.00%

105.0
77.0 1821
5000
51.0

=
10.50

152.0

O L 2272089 L 2141 g0 65 6s.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 == :
10.50

510 m/z 182.10  59.53%

210 | | 12701520
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0
AN

182.0
5000 m/z 51.00 31.68%

51.0 105.0
270 | | 128.0 15%'0 |
T T T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47268: N-(1-

(1-Cyanovinyl)benzamide
105.0

51.0
172.0
ol27.0 | \ 1420

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Hexadecane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.739 18.97 ng 391873  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 81
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
4 Eicosane 282 C20H42 000112-95-8 74
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 1470 (10.739 min): BF141463.D\data.ms (-1465) (- m/z 57.10 100.00%
7.1

57.
5000

7
184.2 10.50 11.00

99.0
141.1

obb b bl b L 2% L L2801 m/z 43.10 68.12%
mi/z--> 50 100 150 200 250

Abundance #123966: Hexadecane, 3-methyl-

57.0
5000 — —
10.50 11.00

m/z 71.10 60.37%

99.0 211.0
05— U‘ T b ‘H‘ \“ T “‘ \‘ T ‘]\-4\‘1‘0‘\ J\-8\1\0‘ }‘ T 2\4\1‘0\ B —
miz> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 m/z 41.10 32.56%
99.0
%0 10 1m0 gse0  ses W
A e B e S e A B e g A
mlz--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl- 7 —
57.0 10.50 11.00

m/z 85.10  29.54%

B W
07,0 ‘99.0
) H‘ | ) J | 1410 1830 2390

bbb b L e e I ——
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Dodecane, 1-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.181 5.52 ng 113933  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 80
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1545 (11.180 min): BF141463.D\data.ms (-1542) (-] ' m/z 57.10 100.00%
57.1

20 m

e

99.0 11.00 11.50
1551 192.1

. m/z 43.10  78.06%

m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0

5000

o

T
11.00 11.50
m/z 71.10 55.60%

99.0
210 ‘h\ ‘H\ H‘ | ‘\14;()\ ;830 225.0 282.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

—
11.00 11.50

o

5000 m/z 41.10 38.42%
0 27\"0“\‘ | “‘Q?'O‘ 1410 183.0 226.0 m
e e e
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- —— —
57.0 11.00 11.50

m/z 85.10  37.47%

- J\\vijwAJWVJAVN»AAA
27.0 99.0
| L \ 169.0 296.

— —
miz--> 50 100 150 200 250 11.00 11.50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
BF141463.D

: 05 Feb 2025 22:23
: RC/IU
1 Q1207-11

: 18 Sample Multiplier: 1

hod
le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.210 7.30 ng 150849  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 64
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 52
3 Tetradecane 198 C14H30 000629-59-4 49
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 49
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 49

Abundance Scan 1550 (11.210 min): BF141463.D\data.ms (-1548) (- m/z 57.10 100.00%

57.1
184.0
5000
85.1

e —
H 11311391 2342 11.00 11.50
Ot et b L Ly ) 20802342 0 g 1p 65.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 85.0 —— T
11.00 11.50
113.0 1410 m/z 184.00  58.82%
]
0 \‘ | \ ‘ | \
‘\\\\‘\\\\’H\\‘\\\\‘\H\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘H\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #261137: Hexadecane, 1-iodo-

57.0

%

\ T
11.00 11.50

5000 85.0 m/z 43.10

NO“ 113.0 1550 225.0
I it A
miz--> 20 40 60 80 100 120 140 160 180 200 220 240

o

Abundance #74006: Tetradecane T —
57.0 11.00 11.50
m/z 85.10 36.48%
5000
85.0
29.0
ol L L 1130 3030 1690 1500
_‘H‘H‘,‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
BF141463.D

Feb 2025 22:23

: RC/JU
1 Q1207-11

. 18

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Heptadecane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.610 4.19 ng 86515  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 62
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 58
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Octacosane 394 C28H58 000630-02-4 58

Abundance Scan 1618 (11.610 min): BF141463.D\data.ms (-1615) (- m/z 57.10 100.00%
57.1

§

5000
85.1
‘ 2084 1150 12,00
113.1 1410 : :
o“H‘,H‘M‘M‘ﬂm‘M‘mh_uJq‘u‘_?73%“wuu“?4ﬂ4u m/z 43.10  75.86%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 — —
85.0 11.50 12.00
20. m/z 71.10 52.86%
. \ ||, 1801410 16001960  240.0
‘\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\

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

§

Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
— —
11.50 12.00
5000 85.0 m/z 85.10 36.74%
113.0 155.0
O i 00 2250 w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #107244: Dodecane, 2-methyl-6-propyl- —— ——
57.0 11.50 12.00
m/z 41.10 32.05%
L 30?1820 g,
[( BRI S 1 Y A SRS RS A L7 S —r— —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Anthracene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.845 11.38 ng 235000 Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
Abundance Scan 1658 (11.845 min): BF141463.D\data.ms (-1655) (- m/z 192.10 100.00%
192.1
43.1
73.0
5000
ns | 120
256.1 : :
ok _W:‘H‘M‘:‘“‘”m\‘ﬂ‘“:““uw‘uw“ W‘H‘H“u‘_e“‘zﬁ“l_m_u m/z 43.10  77.29%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
5000 — ——
11.50 12.00
m/z 60.00 65.34%
96.0 165.0 ‘
O\‘\\\\‘\H?ﬁ?\‘H\\\‘H‘HH‘HH‘HH‘\‘\H‘H“\‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67016: 1H-Indene, 2-phenyl-
192.0
— ==
11.50 12.00
5000 ITI/Z 73.00 65.28%
165.0
R R | R TS ——
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #67054: 1H-Cyclopropa[lJphenanthrene,1a,9b-dihydro- P o
192.0 11.50 12.00
m/z 191.10 60.16%
5000
165.0
0,270 630 900 1569 | h\
e e e e e e e P —
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 4

R.T. EstConc Area Relative to ISTD R.T.
11.928 14.28 ng 294929  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 58
2 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 53
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 53
4 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 38

Abundance Scan 1672 (11.927 min): BF141463.D\data.ms (-1669) (- m/z 189.10 100.00%

189.1
5000

630 270 139.1 | 243.2 12.00
0her 38020 bt 22z 190,10 93.92%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T
12.00
94.0

m/z 192.10  59.44%

310 630 | 1220 1620 |
\H‘HH‘HH‘HH‘HH’\H\‘\H\‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0

o

12.00
5000 ITI/Z 191.10 47 .77%
63.0 133.0
28.0 97.0 162.
0,
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene —
189.0 12.00

m/z 187.10  20.58%

5000
94.0
| L

Obrrprrre ey e =
m/z--> 20 40 60 80 100120140160 180200220 240 260 12.00
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\

Data Path :

Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 17 4b,8-Dimethyl-2-isopropylph...

12.098

Concentration Rank 9

EstConc Area Relative to ISTD R.T.
7.77 ng 160538  Phenanthrene-di10 11.316
5 Tentative ID MW MolForm CASH# Qual

4b,8-Dimethyl-2-isopropylphenant... 256 C19H28
Hydratropic acid, p-(2-methylpro... 204 C13H1602

2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802

1
2
3 3-Amino-4-bromochromen-2-one 239 C9H6BrN02
4
5

2-(4-(2-Methylprop-1-en-1-yl)phe... 203 C13H17NO

1000197-14-1 93
075625-99-9 46
1000311-83-7 42
1010454-94-3 30
1000466-09-8 30

Abundance Scan 1701 (12.098 min): BF141463.D\data.ms (-1698) (- m/z 159.10 100.00%
159.1
241.2
5000
117.1
204.1 1 ]
43.1 ‘ ‘ 12.00 12.50
o T AP WOP by M‘ NTIATRR T W JZ‘ZQ:}‘ m/z 241.20  70.06%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143710: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
159.0
241.0
5000 — -~
12.00 12.50
117.0 m/z 239.20  68.84%
55.0 g3 ¢ ‘ 213.0
O ‘\\\\‘\\\‘\‘\‘\“\ \H“‘\\‘\M\‘\‘\\h”‘ \‘E‘U\‘MM} \HM \‘\‘h‘\“\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #79908: Hydratropic acid, p-(2-methylpropenyl)-
159.0
=y =
12.00 12.50
5000 204.0 ITI/Z 185.10 30.47%
117.0
0270 B0 Ly L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #122618: 3-Amino-4-bromochromen-2-one = —
241.0 12.00 12.50
m/z 117.05 24.79%
132.0
5000
76.0 104.0 211.0
0, 30 -
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 (1S,4aS,4bs,7S,8aS,10aS)-7-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.175 8.98 ng 185510  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S,4aS,4bS,7S,8aS,10aS)-7-Isopr... 262 C19H34 002221-95-6 96
2 1H-Naphtho[2,1-b]pyran, 4a,5,6,6... 262 C18H300 005153-92-4 80
3 1,2-Benzooxazine,2-cyclohexyl-4-... 262 C16H26N20 037898-39-8 45
4 1-(1-Butyny)cyclopentanol 138 C9H140 1000342-86-5 27
5 Bis[(3,5-dimethyl-1H-pyrazol-4-y... 247 C13H21N5 1000387-27-7 22

Abundance Scan 1714 (12.175 min): BF141463.D\data.ms (-1710) (- m/z 109.10 100.00%

109.1
81.0
5000 191.2

163.2
2102 2023 — —
\‘\ L

H ‘ | \ 12.00 12.50
“‘”M”“””jww"hﬂwwh”HW“HMW‘N*N‘HwH‘wHH‘H‘ m/z 81.05  70.97%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #151062: (1S,4aS,4bS,7S,8aS,10aS)-7-Isopropyl-1,4a-di
109.0

o

81.0
5000 262.0 12.00 12.50
16301910 m/z 95.10 70.38%
Ly ]| e
0!‘”W‘JM‘AW’J"M‘M”‘M“‘W”‘WJ‘W”JV”‘W”‘m”‘ﬁ”
m/z--> 20 40 60 80 100120140160 180200 220240260280
Abundance #151039: 1H- Naphth0[2 1-b]pyran, 4a,5,6,6a,7,8,9,10,10
43.0 09.0
191.0 262.0 12.00 12.50
5000 m/z 55.10 65.77%
137.0
229.0
0 ’HH‘\‘H}“‘HH

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #150796: 1,2-Benzooxazine,2-cyclohexyl-4-methylperhyg e ——
109.0 12.00 12.50

m/z 43.10 50.86%

41.0
5000
81.0
‘ 1370 2190 2620
|

0 M bl \“H\‘\L\ sl d \‘ ‘\ \1800 ‘

m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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 Naphthalene, 6-ethyl-1,2,3,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.263 55.33 ng 1142750  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 97
2 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 86
3 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 60
4 Pyrazol-4-amine, 1-(3,4-dichloro... 241 C10H9C12N3 1000273-77-4 49
5 2-Phenylpropionic acid, 4'-(2-me... 218 C14H1802 1010454-94-3 35

Abundance Scan 1729 (12.263 min): BF141463.D\data.ms (-1724) (- m/z 159.10 100.00%

159.1
241.2
5000
1171

43.1
99.2 12 00 12 50
H RN } L“ HM hu\ \MM‘ wul L

SRR NI W N ‘H‘Hw‘mﬂmu,uu_uLEZ%4 m/z 241.20  72.12%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6
241.0
159.0

o

5000 — ——
12.00 12.50
m/z 185.05 37.54%
430 g7 1290 ng ‘
I oSN T O W 9 |
0\\H‘H\\’\\H‘H\\‘\H\’\\H‘H\\‘\H\’\\H‘H\\‘\H\’\\H‘H\\‘\H\‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143712: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4
241.0
—
12 00 12.50
5000 m/z 117.10 22.37%
143.0
41.0
Ll e
O brrreprrer b muMw:m‘,"w‘ww,w_uu_w
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143695: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5
241.0 12 00 12 50

m/z 143.05 19.92%

5000
185.0
20 7o mao0 |
L 1l 1l L I [N 1 1 TR

O ettt el bt
miz--> 20 40 60 80 100120140160180200220240260 12.00 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23

Operator : RC/JU

Sample : Q1207-11

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 20 Retene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.045 47.98 ng 1477980  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 4-(3-Nitrobenzylamino)pent-3-en-... 234 C12H14N203 1000328-27-9 64
4 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 53
5 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 49

Abundance Scan 1862 (13.045 min): BF141463.D\data.ms (-1857) (- m/z 219.10 100.00%
219.1
5000
‘ 13.00 |
102.1 ‘ :
o391 L 189 wh Ihu 12531 2051 s 53415 56.47%
miz--> 50 100 150 200 250 300
Abundance #116389: Retene
219.0
5000 — :
13.00
m/z 204.10 34.40%
102.0 H
\2\7\0\ ‘6\39\ ‘\‘ “‘ “\ ‘\1\3\ “ \“ T “‘\ ‘\ ‘ H‘ \“\ ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #116403: 2-Isopropyl-10-methylphenanthrene
219.0
N \
13.00
5000 m/z 203.10 28.12%
o210 830 0xsmo 00 | ||
miz-> 50 100 150 200 250 300
Abundance #115683: 4-(3-Nitrobenzylamino)pent-3-en-2-one
219.0 1300
136.0 m/z 202.10  21.62%
90.0
5000
42.0
‘ 173?
oL— ‘ ‘\‘m\“hd‘\\“‘\ \wH‘h ! ‘M‘\h | " ‘H‘h‘ \“ - “‘ R
m/z--> 50 100 150 200 250 300 1300
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020525\
Data File : BF141463.D

Acqg On : 05 Feb 2025 22:23
Operator : RC/JU

Sample : Q1207-11

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF012925.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|
Cyclopentanone,... 5.657 10.5 ng 214482 1 6.787 410004 20.0
unknown6.857 6.857 4.4 ng 91038 1 6.787 410004 20.0
Tridecane 8.663 5.1 ng 171948 2 8.069 668799 20.0
Tetradecane 9.228 7.2 ng 174730 3 9.828 483553 20.0
2-Ethylhexyl me... 9.422 8.0 ng 194475 3 9.828 483553 20.0
Dodecane, 2,7,1... 9.545 4.8 ng 115624 3 9.828 483553 20.0
Hexadecane 9.757 6.6 ng 159151 3 9.828 483553 20.0
Nonadecane 10.257 7.7 ng 186301 3  9.828 483553 20.0
Eicosane 10.480 5.1 ng 122718 3 9.828 483553 20.0
Benzophenone 10.539 7.4 ng 179859 3 9.828 483553 20.0
Hexadecane, 3-m... 10.739 19.0 ng 391873 4 11.316 413091 20.0
Dodecane, 1-iodo- 11.181 .5 ng 113933 4 11.316 413091 20.0
3-Ethyl-2,6,10-... 11.210 7.3 ng 150849 4 11.316 413091 20.0
Heptadecane 11.610 4.2 ng 86515 4 11.316 413091 20.0
Anthracene, 2-m... 11.845 11.4 ng 235000 4 11.316 413091 20.0
4H-Cyclopenta[d... 11.928 14.3 ng 294929 4 11.316 413091 20.0
4b,8-Dimethyl-2... 12.098 7.8 ng 160538 4 11.316 413091 20.0
(1S,4aS,4bs,7s,... 12.175 9.0 ng 185510 4 11.316 413091 20.0
Naphthalene, 6-... 12.263 55.3 ng 1142750 4 11.316 413091 20.0
Retene 13.045 48.0 ng 1477980 5 13.963 616106 20.0
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