LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc :

ALS Vvial : 16 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138646.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.057 499 504 516 rVB 39235 56584 4.53% 0.334%
2 5.475 569 575 591 rVB 589037 784378 62.81% 4.635%
3 6.487 741 747 761 rBV 619815 794189 63.59% 4.693%
4 6.681 776 780 791 rBV4 9403 17312 1.39% 0.102%
5 6.851 804 809 814 rBV 414282 510163 40.85% 3.015%
6 7.410 894 904 909 rBV 379423 524475 42.00% 3.099%
7 7.445 909 910 913 rVB 18397 12538 1.00% 0.074%
8 7.492 913 918 921 rVB4 10532 14872 1.19% ©.088%
9 7.657 942 946 952 rVB3 26851 44920 3.60% 0.265%
10 7.775 955 966 969 rBv8 21764 46094 3.69% 0.272%
11 7.875 980 983 988 rVW5 10922 18504 1.48% 0.109%
12 8.004 1002 1005 1007 rBV2 15771 18412 1.47% 0.109%
13 8.039 1007 1011 1014 rVV3 19669 26721 2.14% 0.158%
14  8.134 1019 1027 1033 rVW 501279 749785 60.04% 4.431%
15 8.186 1033 1036 1039 rVV3 42224 54961 4.40% 0.325%
16 8.222 1039 1042 1048 rVB6 13836 28324 2.27% 0.167%
17 8.304 1053 1056 1058 rBV2 16022 18830 1.51% 0.111%
18 8.334 1058 1061 1064 rVB2 20580 23807 1.91% 0.141%
19 8.422 1072 1076 1079 rBVS5 45892 69388 5.56% 0.410%
20 8.510 1088 1091 1094 rBV3 23559 28223 2.26% 0.167%
21 8.551 1094 1098 1100 rBV 35692 45336 3.63% 0.268%
22 8.639 1109 1113 1115 rBV2 42679 56635 4.54% 0.335%
23 8.722 1123 1127 1130 rBV 114286 146653 11.74% 0.867%
24  8.951 1164 1166 1172 rVB3 36258 40614 3.25% ©0.240%
25 9.081 1185 1188 1192 rBV3 37927 55025 4.41% 0.325%
26 9.151 1197 1200 1205 rVv3 77443 94747 7.59% 0.560%
27  9.204 1205 1209 1214 rVW 537269 681281 54.55% 4.026%
28 9.286 1219 1223 1227 rBV 249974 324147 25.96%  1.915%
29 9.604 1273 1277 1280 rBV2 161626 235133 18.83% 1.389%
30 9.663 1285 1287 1291 rVB2 69044 73069 5.85% 0.432%
31 9.751 1299 1302 1305 rBV3 69383 93672 7.50% 0.554%
32 9.816 1309 1313 1317 rWV 340966 445969 35.71% 2.635%
33 9.886 1321 1325 1329 rVB 393234 507998 40.68%  3.002%
34 10.133 1364 1367 1371 rBV4 109723 157612 12.62% 0.931%
35 10.204 1376 1379 1385 rBV6 56044 133896 10.72% 0.791%

36 10.316 1393 1398 1401 rBV 415817 533867 42.75%  3.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc :

ALS Vvial : 16 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.533 1430 1435 1441 rBV 221557 364817 29.21%  2.156%
38 10.675 1456 1459 1464 rVB 202817 235967 18.89%  1.394%
39 10.792 1474 1479 1487 rVB 549351 957455 76.67% 5.658%
40 11.233 1550 1554 1557 rBV 439493 581583 46.57% 3.437%
41 11.263 1557 1559 1565 rVB 301328 385388 30.86% 2.277%
42 11.375 1574 1578 1581 rBV 392420 570803 45.71% 3.373%
43 11.663 1623 1627 1631 rVB 377214 457601 36.64% 2.704%
44 11.898 1664 1667 1673 rVB 201291 287376 23.01% 1.698%
45 12.069 1692 1696 1700 rVB 364918 450742 36.09% 2.664%
46 12.351 1741 1744 1752 rVB2 73990 113315 9.07% 0.670%
47 12.457 1757 1762 1769 rVB4 599007 1248838 100.00% 7.380%
48 12.586 1780 1784 1796 rVB 490457 848321 67.93% 5.013%
49 12.821 1818 1824 1829 rVB2 477716 766351 61.37% 4.528%
50 12.957 1842 1847 1855 rVB 458217 681605 54.58% 4.028%
51 13.180 1882 1885 1888 rBV 133620 163696 13.11% 0.967%
52 13.521 1940 1943 1947 rBV 93674 116349 9.32% 0.688%
53 14.010 2021 2026 2029 rBV2 305658 508967 40.76%  3.008%
54 15.051 2199 2203 2210 rVB 113883 225490 18.06% 1.332%
55 15.415 2261 2265 2270 rVB 102570 152890 12.24% 0.903%

56 15.474 2271 2275 2289 rVB2 166017 337231 27.00% 1.993%

Sum of corrected areas: 16922919
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138646.D\data.ms
800000

700000

6.487
600000 5.475

500000
6.851

400000 7.410
300000
200000
100000
5'?\57 J 6.681 7744655
0

L L L L B L I B L L L L B L B L BN IR CTT I T T[T [Tt

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: BF138646.D\data.ms
10.792 12.457

2.5885 go1
12.957

800000
700000 9.204
600000
8.134
500000

400000 13.180

300000

200000

100000

0

— — — — — — —
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138646.D\data.ms

800000
700000
600000 14.010
500000

400000 5051 15474

1
13.521 15.415
300000

200000 %

100000

0 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\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 18
R.T. EstConc Area Relative to ISTD R.T.
8.722 3.91 ng 146653  Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Nonadecane 268 C19H40 000629-92-5 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1127 (8.722 min): BF138646.D\data.ms (-1123) (-) m/z 57.10 100.00%
57.1
5000 w
85.1
e A EEEERRESs
h 1811 8.40 8.60 8.80 9.00
Obr et bl et e e e | m/z 43.10 79.16%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #59025: Tridecane
57.0
5000 L L R B R
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18 43.41%
o \‘ L | “‘ 113.0141.0  184.0
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #107218: Hexadecane
57.0
R EEaEERREEs
8.40 8.60 8.80 9.00
5000 m/z 41.10 39.67%
85.0
29.0
0 \ ‘ | ) 113.0141.0169.0197.0 226.0
e e e e e e T e e e
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #158600: Nonadecane  AAEEmEEE R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 26.42%
5000 85.0
29.0
0 \‘ h H\ Il ullﬁ 0\141 0169.0197.0 268.(
‘M‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘HM‘H‘HH‘H‘WH“ AR
m/z--> 20 40 60 80 100120140160 180 200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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

o

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- T
57.0 8.80 9.00 9.20 9.40

m/z 85.10  29.39%

Peak Number 2 Dodecane, 2,7,10-trimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.151 3.73 ng 94747  Acenaphthene-d1e 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
Abundance Scan 1200 (9.151 min): BF138646.D\data.ms (-1197) (-) m/z 57.10 100.00%
57.1
2000 W
85.1
145.1 T
H | 113.1 | 174.2 8.80 9.00 9.20 9.40
[oRRRRRET i S mwhuwuWh‘uu;mm‘uu‘uu‘uu‘uu‘uu m/z 71.10 80.83%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L LA B L BN BN R B
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 59.81%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
T
8.80 9.00 9.20 9.40
5000 85.0 m/z 41.10 37.67%
29.0 127.0
Ll ‘\“ Lk H | 155.0183.0

5000

85.0
113.0

| ' d‘ \‘ 1410 | 225.0253.0
Ot b ek S b e e 225:0253.0 e

m/z--> 20 40 60 80 100120140160 180200 220 240 260 8.80 9.00 9.20 9.40

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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, 6-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.286 12.76 ng 324147  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 86
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1223 (9.286 min): BF138646.D\data.ms (-1219) (-) m/z 57.10 100.00%
57.1
5000
85.1
R RRREEE e
9.00 9.20 9.40 9.60
113 1 193 2
0 e m/z 43.10 71.65%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 L L L L L BN LR
9.00 9.20 9.40 9.60
29.0 ‘ 126.0 m/z 71.10  45.31%
O \H‘\‘\‘H“‘\HH‘H‘H‘\H\“‘HH‘\“\\\‘]\-\5\4\‘(\)\]\-3\3\9‘\\\\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158598: Nonadecane
57.0
R RRREE e
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 40.81%
29.0
oo ) SR MALOLeO 01070 208
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #107218: Hexadecane ammm AR
57.0 9.00 9.20 9.40 9.60
m/z 85.10  30.26%
5000
85.0
29.0
0 ‘\ ‘ L\ H‘ 113.0141.0169.0197.0226.0
e e e e e e e R R R
m/z--> 20 40 60 80 100120140160 180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.604 9.26 ng 235133  Acenaphthene-di10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62
2 Hexadecane 226 C16H34 000544-76-3 62
3 Nonadecane 268 C19H40 000629-92-5 62
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 58
5 Dodecane 170 C12H26 000112-40-3 58
Abundance Scan 1277 (9.604 min): BF138646.D\data.ms (-1273) (-) m/z 57.10 100.00%
57.1
—— —
| |°° 21 1741 9.50 10.00
- “‘W‘Hh J bl 2082 m/z 43.10  78.25%
miz-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 —r ——
9.50 10.00
m/z 71.10 70.87%
0 ‘\‘ iyl ‘\ 1410 1830 2390 296
T T T T ‘ \ T \ \ T T \ T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
—— —
9.50 10.00
5000 m/z 41.10 39.46%
99.0
0140\‘\ L) 1410 1830 2260
el e
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane T ——
57.0 9.50 10.00
m/z 55.10 35.17%
5000
ob— b b u\ «1‘4‘1,0‘ 1830 280 N
m/z--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Biphenylene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.751 3.69 ng 93672  Acenaphthene-d1e 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenylene 152 C12H8 000259-79-0 60
2 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 50
3 Tisopurine 152 C5H4N4S 005334-23-6 50
4 2-Hydroxy-5-methoxybenzaldehyde, ... 194 C10H1004 1000352-89-8 50
5 Pyrazolo[3,4-d]pyrimidine-3,4(2H... 152 C5H4N402 128850-53-3 47

Abundance Scan 1302 (9.751 min): BF138646.D\data.ms (-1299) (-) m/z 152.05 100.00%

152.1
5000
55.1
=T —
' 9.50 10.00
193.2 z
0! 2202 4/z s5.10  35.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29520: Biphenylene
152.0
5000 —r ——
9.50 10.00
m/z 57.10 34.11%
ol 260 500, 70 1020120 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30213: 1,4-Benzenediol, 2,3,5-trimethyl-
152.0
—— —
9.50 10.00
5000 ITI/Z 43.10 33.85%
109.0
43.0 79.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29681: Tisopurine T —
152.0 9.50 10.00
m/z 69.10  27.55%
5000
119.0
45.0 69.0 ‘
SECT ORI Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.816 17.56 ng 445969  Acenaphthene-d10 9.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1313 (9.816 min): BF138646.D\data.ms (-1309) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 145.1
0 HwH_HH,H‘M‘_m‘_m,mw“_17““‘2‘”2”1‘2“3 m/z 43.10  75.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 — e
85.0 9.50 10.00
20.0 m/z 71.10 50.28%
0 \‘ ‘\\ H \‘\ b 11?0\14\10 169.0 2120
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90200: Tridecane, 4,8-dimethyl-
57.0
— —
9.50 10.00
m/z 41.10 35.95%
5000 29.0
85.0
‘H“H‘_“w“u‘u“_“w‘u“u“_‘u“u“u‘w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane — —
57.0 9.50 10.00
m/z 85.10 33.87%
5000
85.0
29.0
o Lm0 s
e o L e A RRRER — —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.133 6.21 ng 157612  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 87
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 80
3 Undecane 156 C11H24 001120-21-4 72
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 72

Abundance Scan 1367 (10.133 min): BF138646.D\data.ms (-1364) (- m/z 57.10 100.00%

571
5000 85.1

—
‘ 1271 1951 10.00 10.50
obreedb b g 18322002 s e 83014
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45480: Dodecane
57.0
5000 e —
85.0 10.00 10.50

m/z 71.10 61.60%

29.0 0.0
112.0 17
\\\‘\‘\‘\\“‘\\\H‘\\“\\“1\\\H‘\\”\‘\‘\]\-\4’]-\9\‘\\‘\\‘\\\\’\\\\‘\\\\‘\\
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 10.50

o

5000 85.0 m/z 41.10 45.98%
1130 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33079: Undecane T ——
57.0 10.00 10.50

m/z 85.10 43.11%

5000 650
29.0
L L || puso ss0

T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 8 Naphthalene, 2,3,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.204 5.27 ng 133896  Acenaphthene-di10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 56
2 1-Phenyl-1-octyne 186 C14H18 016967-02-5 53
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 49
4 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 49
5 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 42

Abundance Scan 1379 (10.204 min): BF138646. D\data ms (-1376) (- m/z 155.10 100.00%
5000
188.1
—— —
212 10.00 10.50
0f . m/z 170.10 88.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0 NW»A
5000 ﬂm ‘M‘ ;
10.00 10.50
128.0 m/z 145.05 82.68%
O \\\‘2\7\\0\‘\5\17\9‘\\7\61“?}‘\\\’\\0\‘\‘\‘!‘\\“‘\\ ‘\“\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61118: 1-Phenyl-1-octyne
115.0
—— —
10.00 10.50
5000 143.0 m/z 131.05 68.93%
91.0
186.0
VAT
13 N 1 A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45532: Naphthalene, 1,4,6-trimethyl- —— —
155.0 10.00 10.50
m/z 115.05 50.34%
5000
128.0
63.0 ‘ ‘
o‘H‘HH_w;uum‘,w‘m_‘ 7 — — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.316 21.02 ng 533867 Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 1398 (10.316 min): BF138646.D\data.ms (-1393) (- m/z 57.10 100.00%
57.1
5000
85.1
— —
10.00 10.50
113.1
om_uw‘h‘,‘J‘:‘_uH“wwl‘f“l“lﬁ‘?f‘l"1‘97_2‘”2‘2“??‘ m/z 43.10  74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — —
10.00 10.50
290 85.0 m/z 71.10  52.75%
0 “ L 4 H‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\’\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
10.00 10.50
5000 85.0 m/Z 41.10 35.54%
140.0
Ol b oo 2280 LJUW/\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane — —
57.0 10.00 10.50
m/z 85.10 35.12%
5000
85.0
29.0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w P —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.533 14.36 ng 364817  Acenaphthene-d10 9.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Tridecane 184 C13H28 000629-50-5 76
4 Heneicosane 296 C21H44 000629-94-7 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 1435 (10.533 min): BF138646.D\data.ms (-1430) (- m/z 57.10 100.00%
57.1

=

5000
1 10.50
169.2
0 sz‘ m/z 43.10 51.19%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 e :
10.50
m/z 71.10 44 ,53%
ol L \ | ‘\ ] 1‘410183022502670 323.0 380.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> O 50 100 150 200 250 300 350
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
T T
10.50
5000 ITI/Z 41.10 25.37%
‘ 112.0
R I —
m/z--> 0 50 100 150 200 250 300 350
Abundance #59029: Tridecane T ‘
57.0 10.50
m/z 85.10 22.89%
B MJMVAAxWVJ\MAA/\JVfA
9.0
olde e "
m/z--> 0 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\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Tetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.792  33.55 ng 957455  Phenanthrene-d1e 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1479 (10.792 min): BF138646.D\data.ms (-1474) (- m/z 57.10 100.00%
57.1
2000 A\,ijwmﬂ/\Hgfmﬂmﬁq
—— —
‘ FQl 141.1183.2 10.50 11.00
ol b A b [y 32200 2408 . m/z 43.10  66.49%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
10.50 11.00
m/z 71.10 57.47%
ol ‘ Ly ‘\ ) %41 0183.0225.0267.0 323.0 380.(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
—— —
10.50 11.00
5000 m/z 41.10 31.93%
0 ‘\‘\ ‘ \“ ‘%9\\0‘ ]T4l'o 184.0 W\
—A e
m/z--> 50 100 150 200 250 300 350
Abundance #45481: Dodecane T —
57.0 10.50 11.00
m/z 85.10 31.61%
B /\\_/M
170.0
014QF, —— —
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.233 20.38 ng 581583  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1554 (11.233 min): BF138646.D\data.ms (-1550) (- m/z 57.10 100.00%

57.1
5000
85.1

11.00 11.50

o‘M‘Hﬂ‘w_Nuﬂ‘mﬁ%ﬁf}%ﬁ}w‘}ﬁ%?w?¥ﬂgufﬁ4fu‘ m/z 43.10 70.70%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane J\JﬁwﬂkﬂﬁmafAvkaA\
57.0
5000 85.0 1ﬁoo 1ﬂ50
29.0 m/z 71.10  52.20%

o

\‘ h H\ Il ull? 0\141016901970 268.(
\’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #107221: Tridecane, 7-propyl-
43.0

71.0 11.00 11.50

5000 m/z 85.10 36.40%
140.0
99.0 183.0
S A N I I—
m/z--> 20 40 60 80 100120 140160 180200220 240260
Abundance #107218: Hexadecane T —
57.0 11.00 11.50

m/z 41.10 32.08%

5000
85.0
290‘

“ ‘u‘u‘ 113.0141.0169.0197.0 226.0

‘ T
m/z--> 20 40 60 80 100120140160 180 200 220240 260 11.00 11.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 2-Bromo dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.263 13.50 ng 385388 Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
3 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 72
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58

Abundance Scan 1559 (11.263 min): BF138646.D\data.ms (-1557) (- m/z 57.10 100.00%

57.1
5000
85.1

113.1 184.1 11,00 1150
Obrrrrerrtbb e EEE L2222 25850 000 10 68.35%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59027: Tridecane A\‘JKMANﬁNmM\NwJJkL
57.0
5000 29.0 85.0 11.‘00 11.50
m/z 43.10 42.86%
\

o

L msoia 1m0
I | |
\H‘H\\‘\\\\‘\WH‘\H\‘\\\\‘\\\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132769: 2-Bromo dodecane
57.0

—
11.00 11.50

m/z 85.10 36.41%
5000 85.0 /
29.0 113.0 169.0
S . T A 7).
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane —— —
57.0 11.00 11.50

m/z 41.10 24.07%

o T W
29.0 113.0141.0

A O I L L' -
m/z--> 20 40 60 80 100120 140160180 200 220 240 11.00 11.50

8270-BF070924.M Thu Jul 25 12:05:32 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 unknownll.663 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.663 16.03 ng 457601  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 90

Abundance Scan 1627 (11.663 min): BF138646.D\data.ms (-1623) (- m/z 57.10 100.00%

57.1
5000

99.1 11.50 12.00

ol d il by datt 2041 2683 h; 43.10  70.08%
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — —
11.50 12.00

m/z 71.10 52.27%

0 Il ‘H\ H\ H‘ 1 :\141 Q 183.0 268.0
L ‘ T T ’ T T ‘ L ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane

57.0

11.50 12.00

5000 m/z 85.10 37.73%
99.0
0 Ly }4}0 183.0 225.0 267.0 338.1
“““‘ T B B A A E O S
m/z--> 100 150 200 250 300
Abundance #90189: Pentadecane T —
57.0 11.50 12.00

m/z 41.10 32.09%

. W
99.0

0l8 dh” b4 1410 2120

T T
m/z--> 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.898 10.07 ng 287376  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1667 (11.898 min): BF138646.D\data.ms (-1664) (- m/z 43.10 100.00%

T 731
5000
129.1 192.1
— ——
256.3 11.50 12.00
27.2
oww“‘:‘” 4 % m/z 73.10  82.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 — —
11.50 12.00
1710 2130 2560 m/z 60.00 82.22%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid
73.0
43.0 T 7
11.50 12.00
5000 129.0 m/z 57.10  78.12%
185.0
228.0
O‘H‘ﬂHHWNM
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00

m/z 41.10 73.68%

5000 129.0
199.0 2420

0 158.

“ T
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.069 15.79 ng 450742  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1696 (12.069 min): BF138646.D\data.ms (-1692) (- m/z 57.10 100.00%
57.1
2000 Jj\&xﬁJNNJAAVAVJLJ&J
99.1 iZbd
: 243.2 :
141.1
ob b dd [y 242 197 T 2823 hn 4310 71.47%
miz-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 —— :
12.00
m/z 71.10 54.92%
99.0 140.0
182.0
O+ ‘\““‘\ H‘ \“‘\“L \“‘\‘\ h T \“\ T \2?6\9‘ L B B
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
T \
12.00
5000 m/z 85.10 40.38%
ol b b bif, 24101830 2680
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T ‘
57.0 12.00
m/z 41.10 30.84%
- M
99.0
0 \‘ I \H\ \‘h h‘ | %4\19 ;8‘30 225.0 267.0 338.
i I L e B e e SRR ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Phenanthrene, 2,7-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.351 3.97 ng 113315  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Nonadecane 268 C19H40 000629-92-5 55
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 38
4 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 35
5 5-Chloro-1-naphthoic acid 206 C11H7C102 1000484-46-9 35
Abundance Scan 1744 (12.351 min): BF138646.D\data.ms (-1741) (-} ' m/z 57.10 100.00%
57.1
206.1
5000
‘ 1200 1250
267.1 : :
Olrrrredhk 2382 m/z 206.10  54.59%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90193: Pentadecane
57.0
5000 — —
12.00 12.50
m/z 71.10 45.69%
27‘ 99.0 10 212.0
O‘\\H[HH“H‘M\“l‘\H““\H“\‘\“H\“\H‘\‘\\]\_3\3\\()\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
— ——
12.00 12.50
5000 m/z 43.10 42 .88%
27 99.0
ol L), 1410 1830 268.0
_Hw“WHH‘HH_H‘_Hw‘uwHH‘HH_‘H_HW‘HWH‘WHH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82955: Phenanthrene, 2,7-dimethyl- — —
206.0 12.00 12.50
m/z 85.10 36.88%
B m
102.0
0‘HH_HWH‘WJMNHWH‘}?%ﬂHMHWNAH_HWH‘WHH_H‘ — —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF072424\

Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 18 Heneicosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.457 43.76 ng 1248840  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane 240 C17H36 000629-78-7 83
3 Tritetracontane 605 C43H88 007098-21-7 68
4 Pentadecane 212 C15H32 000629-62-9 62
5 Hexadecane 226 C16H34 000544-76-3 62

Abundance Scan 1762 (12.457 min): BF138646.D\data.ms (-1757) (- m/z 57.10 100.00%
57.1

-

5000
HW‘E 12041 2043 1250
ol AbMEGG - 204 2943 e m/z 43.10 78.61%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194588: Heneicosane
57.0
5000 —
12.50
m/z 55.10 56.84%
J ‘,ﬁfﬂ‘1970 296.0
0 ‘\\\\[\TT\ f\\T‘\W\\‘VW\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #123961: Heptadecane
57.0
—
12.50
5000 m/z 41.10 54.06%
R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #346740: Tritetracontane —
57.0 12.50
m/z 71.10 52.54%
B m
0 m\ 127.0197.0 267.0337.0  463.0 533.0 604.
e e e e e e T e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.180 6.43 ng 163696  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 1885 (13.180 min): BF138646.D\data.ms (-1882) (- m/z 57.10 100.00%

57.1
5000

| 9.1 1410 2202 13.00 13.50
ol d ALl 191018212202 2741 3242 L. 4310 68.74%

1
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane

57.0

5000 — e
13.00 13.50

m/z 71.10 57.32%
\

O T “\ ‘\‘ ‘ “H‘ \“‘\ h“ \“‘ \1;\ “ “ T ]‘[8\:‘3\()‘ \22\5\ 9 ‘ \2\8\2\0‘ L ‘ L
m/z--> 50 100 150 2000 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0

T
13.00 13.50

5000 m/z 85.10 41.96%
90 1690
ool Ll T a0
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 13.00 13.50
m/z 41.10  25.53%
5000

3

0 \‘ 7l M | 1410183.0225.0 267.0309.0 367
b b L T R85 225.0 267.0 3090 36

T T
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Heptadecane, 9-octyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.521 4.57 ng 116349  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Pentacosane 352 C25H52 000629-99-2 95
3 Hexadecane 226 Cl6H34 000544-76-3 95
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1943 (13.521 min): BF138646.D\data.ms (-1940) (- m/z 57.10 100.00%
57.1
99.1 L |
13.50
1411 230 1
ol Ll tataese 2002601 3272 430 73.65%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 —— :
13.50
m/z 71.1@ 57.82%
0 1L ‘H\ H\ H‘ i ]\'419 183.0 268.0
\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
U \
13.50
5000 m/z 85.10 43.11%
99.0
oL Ll L1 340 1830 2250 267.0 309.0 352
el i B e
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ‘
57.0 13.50
m/z 55.10 28.11%
99.0
oo || 0 momomeo -
m/z--> 50 100 150 200 250 300 350 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072424\
Data File : BF138646.D

Acqg On : 24 Jul 2024 18:17
Operator : RC/JU

Sample : P3341-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 8.722 3.9 ng 146653 2 8.134 749785 20.0
Dodecane, 2,7,1... 9.151 3.7 ng 94747 3 9.886 507998 20.0
Tridecane, 6-me... 9.286 12.8 ng 324147 3 9.886 507998 20.0
Heptadecane, 2,... 9.604 9.3 ng 235133 3 9.886 507998 20.0
Biphenylene 9.751 3.7 ng 93672 3 9.886 507998 20.0
Pentadecane 9.816 17.6 ng 445969 3 9.886 507998 20.0
Dodecane 10.133 6.2 ng 157612 3  9.886 507998 20.0
Naphthalene, 2,... 10.204 5.3 ng 133896 3 9.886 507998 20.0
Hexadecane 10.316 21.0 ng 533867 3 9.886 507998 20.0
Heptacosane 10.533 14.4 ng 364817 3 9.886 507998 20.0
Tetracosane 10.792 33.5 ng 957455 4 11.374 570803 20.0
Nonadecane 11.233 20.4 ng 581583 4 11.374 570803 20.0
2-Bromo dodecane 11.263 13.5 ng 385388 4 11.374 570803 20.0
unknownll.663 11.663 16.0 ng 457601 4 11.374 570803 20.0
n-Hexadecanoic ... 11.898 10.1 ng 287376 4 11.374 570803 20.0
Dodecane, 2-met... 12.069 15.8 ng 450742 4 11.374 570803 20.0
Phenanthrene, 2... 12.351 4.0 ng 113315 4 11.374 570803 20.0
Heneicosane 12.457 43.8 ng 1248840 4 11.374 570803 20.0
Eicosane 13.180 6.4 ng 163696 5 14.010 508967 20.0
Heptadecane, 9-... 13.521 4.6 ng 116349 5 14.010 508967 20.0
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