LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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: BF141432.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.205 183 189 204 rBV 11118 41718 2.32% ©0.201%
2 4,993 488 493 503 rVB 13539 21660 1.21% 0.104%
3 5.410 559 564 586 rVB 1195235 1595589 88.83% 7.687%
4 6.428 732 737 751 rBV 1225581 1640683 91.34%  7.905%
5 6.622 765 770 775 rBvV2 17605 25328 1.41% 0.122%
6 6.787 793 798 805 rVB 385010 491561 27.37% 2.368%
7 7.351 884 894 898 rBV 834435 1081739 60.22% 5.212%
8 7.387 898 900 904 rVW 38152 42244  2.35% 0.204%
9 7.434 904 908 912 rVB3 12945 19649 1.09% 0.095%
106 7.610 930 938 945 rVB3 42675 76017  4.23% 0.366%
11 7.71@ 945 955 959 rBV8 10170 30430 1.69% 0.147%
12 7.816 966 973 978 rBV6 15080 37407 2.08% 0.180%
13 8.069 1003 1016 1024 rBV 502977 771895 42.97% 3.719%
14 8.134 1024 1027 1030 rVB 18419 23647 1.32% 0.114%
15 8.292 1048 1054 1060 rVB4 16620 30109 1.68% 0.145%
16 8.363 1061 1066 1072 rBV6 16130 29714 1.65% 0.143%
17 8.492 1085 1088 1094 rBV 21267 28283 1.57% 0.136%
18 8.575 1098 1102 1106 rBvV2 20735 26318 1.47% 0.127%
19 8.663 1113 1117 1121 rBV 80212 99361 5.53% 0.479%
20 8.787 1135 1138 1141 rVB2 24232 28745 1.60% 0.138%
21 8.887 1150 1155 1163 rBV3 31629 56003 3.12% 0.270%
22 9.028 1176 1179 1183 rVB2 16480 22765 1.27% 0.110%
23 9.092 1187 1190 1194 rVB2 23997 30477 1.70% 0.147%
24 9.145 1194 1199 1204 rBV 1411115 1796217 100.00%  8.654%
25 9.228 1209 1213 1219 rBV 105619 151970 8.46% 0.732%
26 9.298 1222 1225 1230 rVB2 16926 23221 1.29% 0.112%
27  9.410 1239 1244 1249 rBV3 21936 39026 2.17% 0.188%
28 9.487 1250 1257 1259 rBV3 34212 59247 3.30% 0.285%
29 9.551 1263 1268 1270 rBV4 38618 55101 3.07% 0.265%
30 9.604 1275 1277 1281 rVB2 22165 28042 1.56% 0.135%
31 9.686 1287 1291 1296 rBV 29222 40630 2.26% ©0.196%
32 9.763 1299 1304 1308 rVB 103141 130513 7.27% 0.629%
33 9.828 1308 1315 1318 rBV 546400 712155 39.65%  3.431%
34 9.857 1318 1320 1325 rVB 72093 85461 4.76% 0.412%
35 9.934 1330 1333 1337 rvB3 15411 19984 1.11% 0.096%
36 9.992 1339 1343 1345 rBv4 17950 28537 1.59% 0.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 10.028 1345 1349 1354 rWVW 50663 79694  4.44%  0.384%
38 10.081 1354 1358 1362 rVB3 22317 33798 1.88% 0.163%
39 10.263 1384 1389 1395 rVB 100608 132160 7.36% 0.637%
40 10.375 1404 1408 1414 rBV 84238 115476 6.43% 0.556%
41 10.481 1421 1426 1431 rBV 39612 63175 3.52% 0.304%
42 10.539 1431 1436 1443 rVB 374833 487974 27.17% 2.351%
43 10.616 1444 1449 1461 rVB 811375 1057995 58.90% 5.097%
44 10.733 1465 1469 1477 rVB 117534 190034 10.58% 0.916%
45 10.851 1484 1489 1493 rVB2 64662 84889 4.73%  0.409%
46 10.922 1498 1501 1504 rBV3 19100 26987 1.50% 0.130%
47 11.122 1532 1535 1538 rVB 20918 25150 1.40% 0.121%
48 11.181 1541 1545 1548 rVV 90396 134795 7.50% 0.649%
49 11.210 1548 1550 1556 rVB 75495 94746 5.27% 0.456%
50 11.316 1563 1568 1570 rBV 473791 675367 37.60%  3.254%
51 11.339 1570 1572 1576 rVV 547967 586263 32.64% 2.825%
52 11.386 1576 1580 1584 rvVv 119728 164509 9.16% 0.793%
53 11.545 1602 1607 1614 rBV 53452 95760 5.33% 0.461%
54 11.610 1614 1618 1621 rBV 81133 102242 5.69% 0.493%
55 11.710 1631 1635 1642 rVB 237027 306780 17.08% 1.478%
56 11.816 1649 1653 1655 rBV 51355 68589  3.82% 0.330%
57 11.845 1655 1658 1664 rvv2 316291 459016 25.55% 2.211%
58 11.928 1668 1672 1680 rVB 115581 206985 11.52% 0.997%
59 12.9016 1684 1687 1691 rVB2 60812 78775 4.39% 0.380%
60 12.110 1700 1703 1706 rBV 37915 55721 3.10% ©0.268%
61 12.398 1748 1752 1754 rBV 443916 615049 34.24%  2.963%
62 12.533 1766 1775 1778 rBV 678757 1173148 65.31% 5.652%
63 12.633 1788 1792 1798 rBV3 102069 179753 10.01% ©0.866%
64 12.757 1807 1813 1820 rBV 520425 816751 45.47%  3.935%
65 12.904 1833 1838 1845 rVB 1099698 1426568 79.42% 6.873%
66 13.086 1866 1869 1873 rVB 78180 101610 5.66%  0.490%
67 13.957 2012 2017 2020 rBV2 493945 810641 45.13%  3.906%
68 14.992 2190 2193 2201 rVB 195710 409565 22.80% 1.973%
69 15.351 2251 2254 2259 rVB 127912 175278 9.76% 0.844%
70 15.416 2261 2265 2269 rBV 186644 299304 16.66% 1.442%

Sum of corrected areas: 20755993
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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

Abundance TIC: BF141432.D\data.ms
1400000

6.428
1200000 5410

1000000
7.351
800000
600000

400000 6.787

200000

3.205 4.993 L J 6.622 #434.619

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ﬁ
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: BF141432.D\data.ms

1400000 9.145

12.904
1200000

1000000

10.616

800000

9.828
600000 8.069

400000

200000

13.086
8.663 Aﬁ
198 280515 ITRIONS
I e e — — — — — — —
Time--> 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF141432.D\data.ms
1400000

ol

1200000
1000000

800000 13.957

600000 14.992 15.416

H3 1
400000

200000

O 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\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.663 2.57 ng 99361 Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane 170 C12H26 000112-40-3 78
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1117 (8.663 min): BF141432.D\data.ms (-1113) (-) m/z 57.05 100.00%
57.0
5000
85.0
R R R R
8.40 8.60 8.80 9.00
131 0
0 o018 2 m/z 43.10  81.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L L R B L B R
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 43.64%
d h L |, ;11301410 184.0
O \\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
AR REaERE R
8.40 8.60 8.80 9.00
5000 m/z 41.05 40.21%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e e 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 85.05 28.40%
5000
85.0
29 0
L3030 160 1980
H‘_“w‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u“M‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF012925.M Wed Feb 05 ©4:58:25 2025 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 2 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.228 4.27 ng 151970  Acenaphthene-die 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
Abundance Scan 1213 (9.228 min): BF141432.D\data.ms (-1209) (-) m/z 57.05 100.00%
57.0
5000
85.0
A RREREEEEEEEEEEE
9.00 9.20 9.40 9.60
112 1
Ober el bl 21 1AL 17301981 s 43,05 79.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
5000 L B I L LI LN B
85.0 9.00 9.20 9.40 9.60
20.0 m/z 41.05 46.30%
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
R AANEEEREY
9.00 9.20 9.40 9.60
5000 m/z 71.10 45.58%
85.0
29.0
0 ‘\ ‘L‘ [ M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107221: Tridecane, 7-propyl- ARAEaERREEEEE RN
43.0 9.00 9.20 9.40 9.60
m/z 85.05 31.80%
71.0
5000
140.0
99.0 183.0
obrerdeledb b T 2e0 L UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 Pentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.763 3.67 ng 130513  Acenaphthene-di10 9.828

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 90
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1304 (9.763 min): BF141432.D\data.ms (-1299) (-) m/z 57.10 100.00%

57.1
5000
85.0

-~
9.50 10.00
1131 1451
“W‘H‘_‘w‘uh‘w‘HNH‘W‘H‘_‘H‘%ZQEH‘E4%%H“ m/z 43.10  76.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 e —
85.0 9.50 10.00

m/z 71.10 51.71%

29.0
\‘ l H \‘\ i ‘11?0\14%10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

T
9.50 10.00

o

o

5000 m/z 41.10 40.21%
85.0
29.0
0 \ ‘ I u“w 113.0 141.0 169.0 197.0 226.0
eprb el S S T R TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane 7 —
57.0 9.50 10.00

m/z 85.05 33.03%

5000 85.0
290‘
130 1410 1q90 1980

OF v ey b R o e
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\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.263 3.71 ng 132160  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Pentadecane 212 C15H32 000629-62-9 86
3 Eicosane 282 C20H42 000112-95-8 83
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 78

Abundance Scan 1389 (10.263 min): BF141432.D\data.ms (-1384) (- m/z 57.05 100.00%

57.0
5000

7
99.0 10.00 10.50

‘ ‘Hh\‘ b “‘14"‘4’-1‘ 1821 2261 m/z 43.10 72.59%

m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

5000 I I
10.00 10.50

m/z 71.05 46.53%
\ ﬂ\ n‘

o 270 ‘ 990 1410 1830 2260
T T T \ ‘ T T ‘ T T T T ’ T T T T T T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance #90189: Pentadecane

57.0

A
10.00 10.50

o

5000 m/z 41.10 35.68%
210‘ 99.0
ol L LA 20 amoziz0
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane 7 —
57.0 10.00 10.50

m/z 85.05 33.16%

- LMJLMJ\
99.0
27.0 ‘ L, 1410 1830 2250 282

J
miz--> 50 100 150 200 250 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.539 13.70 ng 487974  Acenaphthene-d10 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 52
3 Benzoylformic acid 150 C8H603 000611-73-4 49
4 Benzoic acid, 2-propenyl ester 162 C10H1002 000583-04-0 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1436 (10.539 min): BF141432.D\data.ms (-1431) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
T T
10.50
152.0
Ol A 228 T L m/z 77.e5  66.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ‘
10.50
510 m/z 182.10  54.41%
o2t ||| 101520 |
\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘!\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
77.0
T \
182.0 10.50
5000 m/z 51.00 31.26%
51.0 105.0
ol 270 ‘ ‘ 128.0 15%0 \
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28214: Benzoylformic acid —
105.0 10.50
77.0 m/z 181.10 11.01%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Dodecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.733 5.63 ng 190034  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1469 (10.733 min): BF141432.D\data.ms (-1465) (- m/z 57.10 100.00%

57.1
5000

- e
99.0 1050 11.00
139.0169.1
ob bbbl 4y P90 772000 2402 m/z 43.10 75.61%

m/z--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0

5000 B —
10.50 11.00

m/z 71.05 54.52%

7.0
ULl ‘99-0 141.0 184.0
O\\‘\“\‘\‘\“\H’\”\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0

T T
10.50 11.00

5000 m/z 41.10 36.24%
27,0 ‘ 99.0
m/z--> 50 100 150 200 250
Abundance #123961: Heptadecane T —
57.0 10.50 11.00

m/z 85.10  34.52%

- W
R7.0 99.0
Ll 141.0 183.0 240.0

oY S N D o M S—_— —
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\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Methanone, (1-hydroxycycloh... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.851 2.51 ng 84889  Phenanthrene-dle 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 64
3 1-Hydroxy-cyclohexanecarboxylic ... 199 C11H21NO2 004933-47-5 59
4 1-Hydroxycyclohexanecarboxylic acid 144 C7H1203 001123-28-0 59
5 3-Methylcyclohexyl methylphospho... 194 C8H16F02P 113548-86-0 45
Abundance Scan 1489 (10.851 min): BF141432.D\data.ms (-1484) (-] ' m/z 99.05 100.00%
99.0
- ML
55.1 = s
10.50 11.00
133.0 196.1
0 H‘_“AMJ$‘H4quHMLH‘p‘uw‘?ﬁﬁﬁ“_“u“u“ m/z 8l.1e 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
9.0
5000 — ——
10.50 11.00
55.0 m/z 77.05 32.81%
29.0 ‘ ‘
O \\\‘\H‘\\“M\\“i‘\“\\H\\““\\\\‘}\‘\\\‘]\-?’\3\.’0\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14895: Cyclohexanol, 1-(aminomethyl)-
99.0
30.0 Ll —
10.50 11.00
m/z 55.10 20.11%
5000 55.0
AR |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74680: 1-Hydroxy-cyclohexanecarboxylic acid, t-butyl-a “ ——
99.0 10.50 11.00
58.0 m/z 105.00  17.15%
5000
29.0 156.0
Obrrr bt st bl 2280 L 1990 PA S —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.181 3.99 ng 134795  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptadecane 240 C17H36 000629-78-7 87
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1545 (11.181 min): BF141432.D\data.ms (-1541) (- m/z 57.10 100.00%

57.1
5000
85.1

——
h‘ | 1311411 1921 11.00 11.50 ]
W‘H‘_H‘_H‘_‘mﬂuu_‘H‘HH‘HH‘H‘WH‘WH‘WH‘W“ m/z 43.10 72.01%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90193: Pentadecane
57.0

5000 —— —
85.0 11.00 11.50

m/z 71.10  55.28%

212.0
J L) 3014101600
\‘HH‘HH‘H\\‘H\\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

7
11.00 11.50

o

o

5000 m/z 41.05 40.02%
85.0
29.0

b LUl ooy g

wu‘wu‘w‘Hw‘Hw‘H‘_H‘_H‘_H‘_‘H_‘H_‘H‘HH‘H

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59045: Dodecane, 2-methyl- T T
43.0 11.00 11.50

m/z 85.10  37.25%

5000 71.0
99.0 141.0

SIS AR P AN S

T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Dibenzothiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.210 2.81 ng 94746  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 76
2 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 70
3 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 68
4 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 53
5 2,5-Cyclohexadiene-1,4-dione, 2,... 184 C8H805 000085-23-4 50

Abundance Scan 1550 (11.210 min): BF141432.D\data.ms (-1548) (- m/z 184.00 100.00%
184.0

5000
57.1

‘ 85.1 139.1
oM

e .
113.1 11.00 11.50
_“WWuHM"H\&wn\Hﬂmpm‘wpu$9ﬁ9‘um‘H%999“ m/z 57.10  33.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58966: Dibenzothiophene
184.0

5000 —— S
11.00 11.50

m/z 71.10 24.10%

92.0 139.0
3]TO 6%9 ul \‘\ 1130 \‘\ \M \‘\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58975: Naphtho([2,3-b]thiophene
184.0

— —
11.00 11.50

—

o

o

5000 m/z 139.05 17.39%
139.0
92.0
ol 390 630 | 1130 | 1600 |
R R o R e R

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

Abundance #58973: Azuleno(2,1-b)thiophene T T
184.0 11.00 11.50

m/z 85.10 14.00%

5000
79.0 139.0
450 | | 1140 | 1600 ||

O it e R e — e
miz-> 20 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF012925.M Wed Feb 05 ©4:58:37 2025 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Dodecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.610 3.03 ng 102242  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 62
3 Nonadecane 268 C19H40 000629-92-5 58
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 58
5 Heptadecane 240 C17H36 000629-78-7 58
Abundance Scan 1618 (11.610 min): BF141432.D\data.ms (-1614) (-} ' m/z 57.10 100.00%
57.1
203.1 T 1
‘ 99.0 140.0 “ 11.50 12.00
Obrrrrrerrrtbdbo b d 24001691 | 2462 4310 78.83%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 — ——
11.50 12.00
m/z 71.10 53.39%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #59045: Dodecane, 2-methyl-
43.0
—— —
11.50 12.00
m/z 85.10 38.90%
5000 85.0
141.0
020 Ll ame
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0 11.50 12.00
m/z 41.10 36.44%
0 27‘ h\ H\ Jl u‘ | \1410 183.0 268.(
WHH‘HH_H‘_HWH‘WHHM‘H_HW‘HWHHM‘H_HW‘HWHH —— ——
m/z--> 0 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.710 9.08 ng 306780  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 80
Abundance Scan 1635 (11.710 min): BF141432.D\data.ms (-1631) (- m/z 74.00 100.00%

74.0
5000{ 43.1

143.0 2972 J\A‘ L RN

M H ‘1011 185.1 ‘ 270.2 11.50 12.00
Orpreredbrdll sl M L T T m/z 87.08 75.65%

m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000

43.0 11.50 12.00
143.0 m/z 43.10  45.97%
‘u \“ ‘\ ‘ N \1(\)\1 0 | 17\1 0\199 022\7 0 270c
0‘HH‘\H\‘\\‘\\‘\‘\H“HH‘\H\‘\H\‘HH‘HH‘\H\‘\H\‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
e e
11.50 12.00
5000/ 43.0 m/z 55.05 35.66%
| || 1010 1430 185.0 2280
0“Hﬂﬂmm‘Nwhhﬁhuw‘LW‘HW‘HWJHM‘HW‘HW‘HW‘HW
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #126208: Methyl tetradecanoate T —
74.0 11.50 12.00

m/z 41.10 34.00%

5000
43.0
143 0 199. 0

‘ T
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 13 Phenanthrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.816 2.03 ng 68589  Phenanthrene-di0 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 87
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87

Abundance Scan 1653 (11.816 min): BF141432.D\data.ms (-1649) (- m/z 192.10 100.00%
192.1

-

5000
165.1 [ T oA
11.50 12.00
63.0 96.0 139.1
0 _‘3%9m‘pHuMumw‘H“_‘uw‘m‘ﬂM‘u“m‘u‘%gf% m/z 191.10  64.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 = —=
11.50 12.00
m/z 189.05 34.29%
165.0
0,300 630 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
i —
11.50 12.00
5000 ITI/Z 190.10 18.38%
165.0
63.0 990 1390
O e e e et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67023: Anthracene, 2-methyl- — —
192.0 11.50 12.00
m/z 193.05 16.58%
5000
96.0 165.0
oS30 2890 |l e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

8270-BF012925.M Wed Feb 05 04:58:40 2025 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 14 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.845 13.59 ng 459016  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1658 (11.845 min): BF141432.D\data.ms (-1655) (- m/z 43.10 100.00%
43.1 73.0
5000 192.1
129.0
— ——
| ‘ ‘ H‘l?l.l 157.1 ‘ soa2s6e LSO 12.00
P ‘“‘M‘\‘w‘v‘:_mm“w“”;u“““nwu_u Tk m/z 73.00  87.69%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 P —
129.0 11.50 12.00
213.0 m/z 60.00 82.71%
‘ H (ﬂ 157 0185.0 ‘
O ]\-ﬁl‘o\\‘l\ HH\H \M\‘\ ‘HH\ T \““\ \H‘”h “\H\‘\ T ‘ T ‘ T \‘\ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ TT ‘ TTT \“ L
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =
43.0 11.50 12.00
5000 129.0 m/Z 41.10 78.63%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 57.10 75.43%
5000 129.0
185.0
H 228.0
0;§RWAHﬂmeNkﬁwwumhwuu_w‘_HWHH‘HHMHW“ — —
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00

8270-BF012925.M Wed Feb 05 04:58:41 2025 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.928 6.13 ng 206985  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 46
3 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 27
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 25
5 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 17

Abundance Scan 1672 (11.928 min): BF141432.D\data.ms (-1668) (| m/z 190.10 100.00%
19p.1
5000
94.7 N
12.00
63.0 ‘ 163.1 2432
o‘HwHH_kuw“‘_‘1”2‘2”9“””‘&@ 32 1/z 189.05  99.02%
m/z--> 20 40 60 80 100120 140160 180200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 1
12.00
95.0 m/z 192.10 39.98%
\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
—=4
12.00
5000 m/z 191.10 38.45%
95.0 1340162.0
00 o0 dhd ]
SRS L PN O ASVORN NS A S ———
m/z--> 20 40 60 80 100120140160 180200 220 240
Abundance #64947: 2,4(1H,3H)-Pyrimidinedione, 5-bromo- —=
147.0 190.0 12.00
m/z 94.70 22.32%
28.0 120.0
5000
5 0 92.0
m/z--> 20 40 60 80 100120140 160 180200 220 240 12.00

8270-BF012925.M Wed Feb 05 04:58:42 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc OR-02--2-03-2025

ALS Vvial : 24 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 16 Tetradecane, 1l-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.016 2.33 ng 78775  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 74
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72
Abundance Scan 1687 (12.016 min): BF141432.D\data.ms (-1684) (- m/z 57.10 100.00%
57.1
5000 M\UL
T \
99.0
Ol et 00 T m/z 43.10 73.32%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #90190: Pentadecane
57.0
5000 —— :
12.00
m/z 71.10 51.95%
99.0
0 27“ H ‘\ iR \\‘ i \14\10 182021\20
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH’HH’HH‘H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #59045: Dodecane, 2-methyl-
43.0
T \
12.00
m/z 85.05 39.54%
5000 85.0
141.0
020 Lol om0
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #228591: Tetradecane, 1-iodo- T
57.0 12.00
m/z 41.10 33.30%
5000
27,0, ‘ | 930 155.0 197.0
oLttt e e e e e e e
m/z--> 0 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 17 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.308 18.21ng 615049 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual

»12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 96
ethyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 95

uih wNnPE
=200V Vo

Abundance Scan 1752 (12.398 min): BF141432.D\data.ms (-1748) (- m/z 67.05 100.00%
67.0

5000

S

09.1
N \mh

12.00 12.50
2631204 3
_ “MH u H ‘Mh\ oL, Hh w ‘ 2081 PPT294E L, 8110 85.24%

miz--> 50 150 200 250
Abundance #191918: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

o

5000 — —
12.00 12.50
09.0 o
294.C m/z 55.10 80.91%
270‘ “ 263.0
ol 1L B il M‘MW m “\‘1‘%‘19 200 1 |
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
— —r
12.00 12.50
5000 m/z 41.10 68.78%
09.0
oL— L‘\“H‘\ HHN‘H H‘\ u\\ H“ H ‘u‘ s “26‘2‘0‘29‘4‘(:
miz--> 50 150 200 250
Abundance  #191899: 8,11—Octadecad|enoic acid, methyl ester — ——
67.0 12.00 12.50

m/z 95.10  53.99%

5000
09.0
29.0 294.C
‘ 150.0 263.0
ol M‘\”L‘H\MH i \\h Algzo 2209 | | L

miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.633 5.32 ng 179753  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Heptadecanoic acid 270 C17H3402 000506-12-7 92
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 78
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 1792 (12.633 min): BF141432.D\data.ms (-1788) (-} | m/z 43.10 100.00%
3.1

43.
73.0
5000

T
12.50 13.00
0- m/z 57.10 80.94%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

T
12.50 13.00
m/z 55.05 76.73%

185.0 2410 284.(
0 \‘M \‘|‘\ \‘ i ‘| by \“ T \“\
miz--> 50 100 150 200 250
Abundance #161155: Heptadecanoic acid
73.0

270.0

——
12.50 13.00
5000 129.0 m/z 73.00 73.94%

171.0 227.0
\‘ ‘HM‘ \\H“‘\ m‘ M} W ‘w‘ “\ “\‘ \‘ I ‘\‘ L Pt
m/z--> 50 100 150 200 250
Abundance

12,0 \“‘ !

#46966: n-Decanoic acid T
73.0 12.50 13.00
m/z 41.10 70.64%

129.0
5000
43.0
L 172.0

oHw‘H”M“m“_u”“”‘_H —— —
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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 Pyrene, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.086 2.51 ng 101610  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 78
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
4 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 64
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
Abundance Scan 1869 (13.086 min): BF141432.D\data.ms (-1866) (- m/z 216.10 100.00%
216.1
w J\/\M
107.4 1 1
13.00
55.1 163.1 : .
o LAt P R N ‘Nk“??sg‘%gg?‘ m/z 215.10  74.38%
miz-> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 — :
95.0 13.00
m/z 213.10  25.29%
O T T T \5‘3.\0 T \‘ ‘\‘ i T T ]‘-6\3;0\ h‘\ i \“H\ T T ‘ L L ’ T
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
RN T
13.00
5000 m/z 107.40 19.88%
95.0
0279 ‘6\3'9\ \““H\ — \‘16\370\ “L i \“H\ —
miz--> 50 100 150 200 250 300 M I\ m
Abundance #94576: 11H-Benzo[b]fluorene ‘ﬂﬂﬂ‘ ‘A‘ R I
216.0 13.00
m/z 217.10  17.55%
5000
108.0
57.0 | “ 163.0 H
o e
m/z--> 50 100 150 200 250 300 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020425\
Data File : BF141432.D

Acqg On : 05 Feb 2025 01:41

Operator : RC/JU

Sample : Q1281-01

Misc : OR-02--2-03-2025

ALS Vvial : 24 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|
Tridecane 8.663 2.6 ng 99361 2 8.069 771895 20.0
Tetradecane 9.228 4.3 ng 151970 3 9.828 712155 20.0
Pentadecane 9.763 3.7 ng 136513 3 9.828 712155 20.0
Hexadecane 10.263 3.7 ng 132160 3  9.828 712155 20.0
Benzophenone 10.539 13.7 ng 487974 3 9.828 712155 20.0
Dodecane, 1-iodo- 10.733 5.6 ng 190034 4 11.316 675367 20.0
Methanone, (1-h... 10.851 2.5 ng 84889 4 11.316 675367 20.0
Heptadecane 11.181 4.0 ng 134795 4 11.316 675367 20.0
Dibenzothiophene 11.210 2.8 ng 94746 4 11.316 675367 20.0
Dodecane, 2-met... 11.610 3.0 ng 102242 4 11.316 675367 20.0
Hexadecanoic ac... 11.710 9.1 ng 306780 4 11.316 675367 20.0
Phenanthrene, 1... 11.816 2.0 ng 68589 4 11.316 675367 20.0
n-Hexadecanoic ... 11.845 13.6 ng 459016 4 11.316 675367 20.0
4H-Cyclopenta[d... 11.928 6.1 ng 206985 4 11.316 675367 20.0
Tetradecane, 1-... 12.016 2.3 ng 78775 4 11.316 675367 20.0
9,12-Octadecadi... 12.398 18.2 ng 615049 4 11.316 675367 20.0
Octadecanoic acid 12.633 5.3 ng 179753 4 11.316 675367 20.0
Pyrene, 2-methyl- 13.086 2.5 ng 101610 5 13.957 810641 20.0
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