LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc :

ALS Vvial : 21  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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138457.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.128 3 7 13 rVB 282145 352121 23.67% 2.571%
2 5.075 505 508 515 rVB 43426 41687 2.80% 0.304%
3 5.492 575 579 590 rVB 405103 346534 23.30%  2.531%
4 6.504 747 751 758 rBV 363760 339969 22.86% 2.483%
5 6.869 810 813 817 rBV 759641 651421 43.80% 4.757%
6 7.428 905 908 912 rBvV 250970 189089 12.71% 1.381%
7 7.680 947 951 957 rVB4 14095 20934 1.41% 0.153%
8 7.892 984 987 992 rBV5 12453 17738 1.19% 0.130%
9 8.128 1025 1027 1028 rBV 32393 23883 1.61% 0.174%
10 8.151 1028 1031 1034 rW 902120 725242 48.76% 5.296%
11 8.175 1034 1035 1037 rVWV 48816 25065 1.69% 0.183%
12 8.204 1037 1040 1043 rVB2 15726 16127 1.08% 0.118%
13 8.439 1076 1080 1082 rBVv4 16570 19198 1.29% 0.140%
14 8.657 1113 1117 1119 rBV2 19951 18603 1.25% 0.136%
15 8.739 1128 1131 1134 rBV 53369 42328 2.85% ©0.309%
16 8.963 1165 1169 1173 rBvV2 34610 41470 2.79% 0.303%
17 9.104 1189 1193 1197 rBV5 14094 19274 1.30% 0.141%
18 9.169 1201 1204 1206 rVV2 30585 23280 1.57% 0.170%
19 9.222 1210 1213 1218 rVWV 333658 274223 18.44% 2.003%
20 9.304 1223 1227 1230 rBvV 78949 70682 4.75% 0.516%
21  9.492 1255 1259 1262 rVB4 20235 22226 1.49% 0.162%
22 9.563 1269 1271 1273 rVWV 25010 17661 1.19% 0.129%
23 9.586 1273 1275 1277 rVB2 21259 17368 1.17% 0.127%
24 9.622 1277 1281 1284 rBV4 39689 48816 3.28% 0.356%
25 9.680 1288 1291 1294 rBV3 24325 21018 1.41% 0.153%
26 9.769 1303 1306 1310 rBV 36893 36334 2.44% 0.265%
27 9.833 1310 1317 1320 rBV 93391 88162 5.93% 0.644%
28 9.904 1326 1329 1333 rVB 731375 594905 40.00% 4.344%
29 9.939 1333 1335 1338 rVB 32888 25266 1.70% 0.185%
30 10.004 1342 1346 1352 rVB2 79463 106575 7.17% 0.778%
31 10.110 1359 1364 1368 rVvB3 31217 46430 3.12% ©0.339%
32 10.151 1368 1371 1375 rBv3 28100 34377 2.31% 0.251%
33 10.222 1380 1383 1386 rBV3 20453 26195 1.76% 0.191%
34 10.333 1399 1402 1404 rVB 104751 79461 5.34% ©.580%
35 10.451 1419 1422 1428 rVB 54993 54179 3.64% 0.396%
36 10.551 1435 1439 1444 rVB 44001 60294 4.05% 0.440%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc :

ALS Vvial : 21  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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.604 1446 1448 1451 rVB2 22053 20823 1.40% 0.152%
38 10.692 1460 1463 1467 rVB 171594 139657 9.39% 1.020%
39 10.804 1479 1482 1488 rBV 128781 161990 10.89% 1.183%
40 10.998 1511 1515 1517 rBV2 28525 32238 2.17% 0.235%
41 11.027 1518 1520 1523 rVB3 27754 24892 1.67% 0.182%
42 11.121 1533 1536 1539 rBv2 43349 44363 2.98% 0.324%
43 11.198 1546 1549 1552 rVB4 16880 17347 1.17% 0.127%
44 11.251 1555 1558 1561 rVV 117723 104351 7.02% 0.762%
45 11.286 1561 1564 1569 rVB2 71721 78577 5.28% 0.574%
46 11.392 1578 1582 1584 rBV 790774 650603 43.74% 4.751%
47 11.416 1584 1586 1589 rVV 355733 272566 18.33%  1.990%
48 11.468 1592 1595 1597 rVB 75306 66230 4.45% 0.484%
49 11.498 1597 1600 1603 rBv2 21185 22340 1.50% 0.163%
50 11.621 1619 1621 1628 rBV2 28801 44919 3.02% 0.328%
51 11.680 1628 1631 1633 rBV 123550 97607 6.56% ©0.713%
52 11.780 1645 1648 1651 rBV 578807 425714 28.62% 3.109%
53 11.892 1664 1667 1669 rBV 59639 61001 4.10% 0.445%
54 11.916 1669 1671 1677 rVV2 146543 160096 10.76% 1.169%
55 11.968 1677 1680 1683 rvv2 46061 50982 3.43% 0.372%
56 12.004 1683 1686 1688 rVV 112124 112262 7.55% ©.820%
57 12.027 1688 1690 1693 rVvB2 52232 42915 2.89% 0.313%
58 12.086 1697 1700 1704 rVV 106504 85456 5.75% 0.624%
59 12.186 1714 1717 1719 rBV 52236 44834 3.01% 0.327%
60 12.315 1737 1739 1741 rBV3 19764 18299 1.23% 0.134%
61 12.368 1745 1748 1750 rBV 39932 33978  2.28% 0.248%
62 12.439 1757 1760 1762 rBV 59024 62410 4.20% 0.456%
63 12.468 1762 1765 1766 rVV 989773 838186 56.35% 6.121%
64 12.486 1766 1768 1779 rVV 1568187 1487360 100.00% 10.862%
65 12.574 1779 1783 1785 rVV 290569 246308 16.56% 1.799%
66 12.604 1785 1788 1790 rVV 598366 508077 34.16% 3.710%
67 12.627 1790 1792 1800 rVV 223467 311658 20.95%  2.276%
68 12.698 1802 1804 1808 rVV3 58969 77427 5.21% ©.565%
69 12.757 1812 1814 1816 rVB 33897 25670 1.73% 0.187%
70 12.833 1824 1827 1833 rVB 464248 473726 31.85% 3.459%
71 12.974 1848 1851 1858 rVB 342100 330738 22.24%  2.415%
72 13.051 1860 1864 1867 rBV4 39996 71349 4.80% 0.521%
73 13.139 1876 1879 1880 rBvV3 38101 42851 2.88% 0.313%
74 13.157 1880 1882 1886 rVB 102933 91063 6.12% ©.665%
75 13.204 1887 1890 1892 rBV2 85654 83882 5.64% 0.613%
76 13.227 1892 1894 1896 rVWV 79905 66933 4.50% 0.489%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@70324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS Vvial : 21  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-BF062824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.262 1898 1900 1903 rVB3 43524 39268 2.64% 0.287%
78 13.357 1914 1916 1918 rVB 39357 27647 1.86% 0.202%
79 13.386 1919 1921 1923 rBV 31873 29599 1.99% 0.216%
80 13.545 1946 1948 1952 rBV 68932 62734 4.22% 0.458%
81 13.874 2002 2004 2015 rVB2 79712 96210 6.47% 0.703%
82 14.027 2026 2030 2033 rBv2 555131 624488 41.99% 4.560%
83 14.057 2033 2035 2037 rVB 126936 98921 6.65% ©.722%
84 14.498 2107 2110 2113 rBvV4 59208 67226 4.52% 0.491%
85 15.068 2204 2207 2210 rBV 105960 154460 10.38% 1.128%
86 15.433 2267 2269 2275 rVB 81027 104880 7.05% 0.766%

87 15.498 2277 2280 2284 rBV 247204 318275 21.40%  2.324%

Sum of corrected areas: 13693521
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 03 Jul 2024 20:36
¢ CG\JU
. P3148-01 10X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
BF138457.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: BF138457.D\data.ms

6.869

5.492 6.504

128 7.428

5.075 7.6¢

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF138457.D\data.ms

12.486

12.468

8.151
11.392

9.904

9.222

Time-->

@gilo.'
e

7.892 8
i e —
10.00 10.50 11.00

30 9.
mg@ﬁg‘b-%
.50

— — — —
8.00 8.50 9.00 9 11.50 12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF138457.D\data.ms

14.027

15.068 15433

Time-->

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.128 10.81 ng 352121 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 7 (2.128 min): BF138457.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
43.0
5000
87.1
R aaRaEaEEEEE
‘ ‘ Lg 1 ‘ 2.202.302.402.50
0 wH‘HH‘_‘mWuw‘lw“1",‘HwHw‘_m_ww m/z 43.05 51.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L A R B R
43.0 2.202.302.402.50
' 87.0 m/z 55.05  33.26%
29.
ﬂ ° I ‘\‘ ‘ LQO ‘ |
O \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R PP T
2.202.302.402.50
5000 41.0 55.0 m/z 87.10 26.37%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2247: Silane, tetramethyl- R EAARaRaEEEEEE
73.0 2.202.302.402.50
m/z 41.10 17.54%
5000
45.0
ol 290 || 590 | _
T T e e e e e R ENEE N R RS S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.304 2.38 ng 70682  Acenaphthene-dile 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Eicosane 282 (C20H42 000112-95-8 86
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
Abundance Scan 1227 (9.304 min): BF138457.D\data.ms (-1223) (-) m/z 57.05 100.00%
57.0
" Awh
85.1
R S ARREREa
9.00 9.20 9.40 9.60
113 1 193 2
0 1400 m/z 43.10 75.97%
m/z--> 20 40 60 80 100120140 160180 200 220 240 260
Abundance #107217: Hexadecane
57.0
5000 L B B R LR B |
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10  45.02%
0 ‘\‘ \‘\ H\ H\ ik \11§ 0141 0169.0 226.0
‘H\\‘\\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #59103: Decane, 6-ethyl-2-methyl-
57.0
A RBaAREEEEEE L
9.00 9.20 9.40 9.60
5000 m/z 41.10 41.18%
85.0
0 113014
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #158600: Nonadecane R Rama e A
57.0 9.00 9.20 9.40 9.60
m/z 85.10 26.84%
5000 85.0
29.0
0 \‘ h H\ Il ulld3 0\141 0169.0197.0 268.(
_‘H‘HH‘H‘w‘Hw‘H‘_‘HM‘H‘HH‘H‘W‘HW‘H‘_‘HM‘H R A RRRARE ST T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 12
R.T. EstConc Area Relative to ISTD R.T.
9.833 2.96 ng 88162  Acenaphthene-dile 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1317 (9.833 min): BF138457.D\data.ms (-1310) (-) m/z 57.05 100.00%
57.0
5000
85.1
— —
9.50 10.00
113.1 141.2
0 m‘mw‘:Hhm”wmw‘_m_m_Hw‘lZf“l‘wz“l?“zw m/z 43.10  80.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — hadia
85.0 9.50 10.00
29.0 m/z 71.10 46.49%
0 \‘ ‘\\ H \‘\ N ‘11?0\14\1 0 169.0 212 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
— T
9.50 10.00
5000 m/z 41.10 37.94%
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 #59029: Tridecane “ —
57.0 9.50 10.00
m/z 85.10 29.99%
5000
85.0
29.0
o L am0am0 s
Frrrrr e e e e e e e — T
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\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 unknownl@.004 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.004 3.58 ng 106575  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nonyl acetate 186 C11H2202 1010429-16-2 22
2 Acetoxyacetic acid, undec-2-enyl... 270 C15H2604 1000299-20-9 22
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
4 CH3C(0)OCH(CH2CH3)C(CH3)3 158 C9H1802 0939511-81-4 10
5 2-Hydroxypyridine-3-carboximidamide 137 C6H7N30 1000411-26-0 10
Abundance Scan 1346 (10.004 min): BF138457.D\data.ms (-1342) (- m/z 43.10 100.00%
43.1
5000
101.1 155.1
70.0 1000 |
10.00
| | 127$ | 1972 o
Ol ot Db e m/z 57.10 43.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60688: 3-Nonyl acetate
43.0
5000 R ‘
10.00
m/z 41.10 37.21%
70.0 101.01260
O\]\_\S\.‘O\‘\‘\\“‘u\\h”“\\‘L\.\“}\\\“‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #160685: Acetoxyacetic acid, undec-2-enyl ester
43.0
T T
10.00
5000 m/z 59.05 34.53%
O\H\‘\‘\‘H‘i‘lu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester ‘ ‘
43.0 10.00
m/z 155.10 31.09%
5000
101.0 M /\]\M M
15.0 ‘
OH\M\“AW\WM\HQH\wH\w\H\M\HM\H‘H\W\H\MH\ ‘ AAM‘”A‘ : A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.333 2.67 ng 79461  Acenaphthene-dile 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1402 (10.333 min): BF138457.D\data.ms (-1399) (- m/z 57.10 100.00%
57.1
- LMM
— ——
H 99.0 14111731 10.00 10.50
ol iy 14110731 2263 m/z 43.10 77.05%
miz-> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 — e
10.00 10.50
m/z 71.10 47.28%
o 2@\0“\‘ | “‘9?'0‘ 1410 1830 226.0
T 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 #158600: Nonadecane
57.0
e T
10.00 10.50
5000 m/z 41.10 36.64%
99.0
ol b b u i, 1410 1830 2680
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane “ —
57.0 10.00 10.50
m/z 85.10 33.91%
5000
99.0
015.q‘ L Ll 1410 1830 2250 296.(
el e e e = T
m/z--> 50 100 150 200 250 10.00 10.50

8270-BF062824.M Thu Jul 04 ©5:45:35 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.804 4.98 ng 161990  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane 184 C13H28 000629-50-5 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1482 (10.804 min): BF138457.D\data.ms (-1479) (- m/z 57.10 100.00%
57.1
5000
85.0
— —
10.50 11.00
127.1
Ol et ol 57 16911990 2405y, 43,10 75.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123959: Heptadecane
57.0
5000 — -
85.0 10.50 11.00
20. m/z 71.10 52.45%
. \ Ll M30141016901060 240
H\‘H\\‘HH‘\\H‘\H\‘\\H’\H\’\H\‘H\\‘HH‘HH‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
T —
10.50 11.00
5000 m/z 41.10 34.67%
85.0
29.0
bl 020 1340
R R R R L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane “ T
57.0 10.50 11.00
m/z 85.05 32.68%
5000
85.0
29.0
0 ‘\ ‘ L H‘ 1113.0 141.0 169.0 197.0 226.0
H‘_HW‘HW‘HW‘HW‘HWH‘WH‘WH‘WHH‘HH‘HH,H T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF062824.M Thu Jul 04 ©5:45:36 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.251 3.21 ng 104351  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonadecane 268 C19H40 000629-92-5 83
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1558 (11.251 min): BF138457.D\data.ms (-1555) (- m/z 57.10 100.00%

57.1
5000
85.1

=
11.00 11.50
‘ 11817401 182221
‘H‘H‘qhuM‘W‘wuHNHJWH‘W‘H‘_‘H‘HH‘HQRH‘W“ m/z 43.10  69.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0

5000 o e
11.00 11.50
85.0

290‘ m/z 71.05  46.41%

“ L | H‘ 113.0 141.0 169.0 197.0 226.0
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0

o

o

T —
11.00 11.50
5000 m/z 41.10 32.71%
85.0
29.0
ool omoise
bl e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane T ——
57.0 11.00 11.50

m/z 85.10  31.97%

5000
85.0
29.0
L oo o

R R R e T RITTR el —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF062824.M Thu Jul 04 ©5:45:37 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Naphtho[2,3-b]thiophene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.286 2.42 ng 78577  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 78
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 60
3 Dibenzothiophene 184 C12H8S 000132-65-0 60
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 60
5 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 55
Abundance Scan 1564 (11.286 min): BF138457.D\data.ms (-1561) (- m/z 57.10 100.00%
57.1 184.1
5000
85.1
139.1 e ——
| H ‘ 11‘31 ‘ 11.00 11.50
YN U PP R N O -2 MM w2900 myz 184,05  92.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58975: Naphtho([2,3-b]thiophene
184.0
5000 U A T
11.00 11.50
139.0 m/z 71.18  59.82%
0 39. 0 6:\)’9 m u\‘ 113 0 il -159 0 ‘\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
F e
11.00 11.50
5000 m/z 43.10 56.10%
79.0 139.0
oL, 450 | 1140 | 1500 |
e L I e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58967: Dibenzothiophene T 7
184.0 11.00 11.50
m/z 85.10 32.70%
5000
139.0
92.0
o 320 90 ®Puz0 |
L L R B o o U e
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF062824.M Thu Jul 04 ©5:45:37 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36

Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Tetracosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11680 3.00ng 57667 Phenanthrene-dio 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosame 338 coatse 000646-31-1 86

2 Nonadecane 268 C19H40 000629-92-5 86
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
Abundance Scan 1631 (11.680 min): BF138457.D\data.ms (-1628) (- m/z 57.10 100.00%
57.1
w0 WNLW¢MWAAA$AJJkMJA%
9.0 nso 1200
ol d[yas0r 2081 2681 L a3i10 73.97%
mfz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 e —_
11.50 12.00
m/z 71.05 53.47%
oL L1220 2910 1830 50 207030
\\\\‘\\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.10 37.32%
99.0
ol LdlLll 1101830  mso
miz--> 50 100 150 200 250 300
Abundance #74012:; 3,5-Dimethyldodecane — —
57.0 11.50 12.00
m/z 41.10 32.86%
) MML
99.0
169.
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF062824.M Thu

Jul 04 ©5:45:38 2024

Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 13.09 ng 425714  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1648 (11.780 min): BF138457.D\data.ms (-1645) (- m/z 74.10 100.00%
74.1
5000 43.1
143.0 110 1500
M H\ 1111 ‘ 185.2 22‘73 270.2 11.50 12.00
O bbb At ke bbb ey | M/ 87.05 72.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 o U
11.50 12.00
m/z 43.10 45.09%
0 ‘ ‘M‘J | F11.0 1430 185.0 227.0 270.C
H\‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\’\H\‘HH‘HH‘HH‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000 m/z 55.10 35.01%
43.0
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.10 32.91%
- | x«MmemARK}J\«NAWN«
143.0
TN O Y I PR i ..T- NN () SSSCESE, S
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00

8270-BF062824.M Thu Jul 04 ©5:45:39 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.916 4.92 ng 160096  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
3 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70

Abundance Scan 1671 (11.916 min): BF138457.D\data.ms (-1669) (- m/z 192.10 100.00%
1

50007 431 73.0

=

129.1 1651 1200

227.2 256.1
0+ m/z 191.10 61.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 L
12.00
m/z 43.10 41.79%
165.0
5270 630 960 1300 | |
‘HH‘HH‘HH‘\H\‘HH‘H\\‘\\H‘H\\‘\\\‘\H\‘\H\‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
—
12.00
5000 ITI/Z 73.05 40.85%
165.0
5270 630 960 1390”7 |
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #67047: Naphtho[2,3-b]norbornadiene . I 5
192.0 12.00

m/z 55.10  32.74%

5000
165.0

-

ol.320 630 990 1390 h‘\ |
‘HH‘HH‘HH‘HH‘H\‘\‘HH‘HM‘HN‘\W T T T T L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00

8270-BF062824.M Thu Jul 04 ©5:45:40 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.004 3.45 ng 112262  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 53
enzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
,6-Dichloro-2-ethylpyrimidin-5-... 191 C6H7C12N3 006237-96-3 38
»2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37

uih wNnPE
N A TOD

Abundance Scan 1686 (12.004 min): BF138457.D\data.ms (-1683) (- m/z 190.05 100.00%
19p.1
5000
94.6 VAT
12.00
63.0 130.1 1651
0 380 e A L2152 s 189,05 98.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AL ‘
94.0 12.00
’ m/z 192.10  45.66%
o 39.0 630 | 137.0 163.0 UM
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T
12.00
5000 ITI/Z 191.05 41.05%
94.0
‘ 163.0
ow‘mWm_m,‘u“WHWHwH“w_mwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy- ——ahoad |
190.0 12.00
m/z 94.60 24.56%
5000
0! EmaRmn P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF062824.M Thu Jul 04 ©5:45:41 2024 Page: 16



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\BF070324\
BF138457.D

. 03
: CG\JU

: P3148-01 10X

021

hod
le

ry

Jul 2024 20:36

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Heptacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.086 2.63 ng 85456  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 87
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1700 (12.086 min): BF138457.D\data.ms (-1697) (- m/z 57.10 100.00%
57.1
Fg 1 12.00 |
1411 1971 '
oLl WL B T 2432 4 a3.10 70.53%
miz--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 e ‘
12.00
F m/z 71.05 56.01%
9.0
Ol\S\d\ “‘ \“‘\ “‘ \“ \]‘-\4\‘]_‘0\ T \2‘1\2\()\ T ‘ T T ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
RN \
12.00
5000 m/z 85.05 37.30%
ol L \ | F ‘1‘410183022502670 323.0 380.
e AT T e
m/z--> 50 lOO 150 200 250 300 350
Abundance #158600: Nonadecane T
57.0 12.00
m/z 41.10 33.61%
5000
0 Iy H\ L u‘ | ]\'4;' 0183.0 268.0
A ==
m/z--> 50 100 150 200 250 300 350 12.00

8270-BF062824.M Thu Jul 04 ©5:45:42 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.468 25.77 ng 838186  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1765 (12.468 min): BF138457.D\data.ms (-1762) (- m/z 67.10 100.00%
67.1
- ﬂﬁﬂﬂ&fw
09.1 Y
12.50
[ a— Il “hh““““‘u b 2081 ‘26‘3‘3‘294“ m/z 81.10  81.62%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 R
12.50
09.0 m/z 55.10 81.06%
oL— L“ \H‘h‘ H“\ ‘Hh ‘”u‘ H ‘\‘ — “26‘?‘0‘29“4‘(
miz--> 50 150 200 250
Abundance #191919: 9,12- Octadecadlenmc acid (z,2)-, methyl ester
670
=
12.50
5000 m/z 41.10 67.92%
29.0 o 294.C
263.0 :
oL, \“ | - mH ‘uu‘ m ‘\‘1‘8‘1‘0 2200 | |
m/z--> 200 250
Abundance  #191892: Methyl 9—C|s,11—trans—octadecadienoate o
67.0 12.50
m/z 95.10 55.96%
5000
09.0 294.C
150.0
262.0
0b——— ‘\u“ il 181.0 220.0 A e
m/z--> 50 100 150 200 250 12.50

8270-BF062824.M Thu Jul 04 ©5:45:43 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.486 45.72 ng 1487360  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 95
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
Abundance Scan 1768 (12.486 min): BF138457.D\data.ms (-1766) (- m/z 55.10 100.00%
5[:
5000
97 1
=
37.1 180 2 2223 264.3 12.50
0L— “ \HH “ Il H \ \HM ﬁ [T — I : H ‘2‘96‘-3 m/z 41.10 63.31%
m/z--> 100 150 200 250 300
Abundance #194417. 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 U
12.50
264.0 m/z 69.18  51.24%
23.0 180.0 222.0 ‘
ok ‘\“ ‘}‘n ‘\ i MHM “\\ ‘\\ “HH‘ \H\‘H s 1\ P 1“‘ ey “‘ ‘2‘96‘0
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
=
12.50
5000 m/z 74.10 46.96%
87.0
264.0
LU e o 0 e
ok, h‘ ““ HM ‘\\ ‘M d mu g m BT - 1“‘\ - ““ : ‘\"
m/iz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0 12.50
m/z 43.10 45.41%
5000 87.0
2
‘ ‘ r{ ‘30 180.0 2220 264.0 4.
02‘5“0“‘\“ | \\‘\\\\‘\Hm‘mh\‘h o ! - M N ‘H‘ : “" e
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Anthracene, 9-(2-nitroethen... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.698 2.38 ng 77427  Phenanthrene-d1e 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 58
2 Fluoranthene 202 Cl6H1e0 000206-44-0 47
3 Pyrene 202 Cl6H1e 000129-00-0 41
4 Diphenyl sulfoxide 202 C12H1e0S 000945-51-7 35
5 s-Triazine, 2,4-diamino-6-(o-ami... 202 C9H1ON6 029366-74-3 35
Abundance Scan 1804 (12.698 min): BF138457.D\data.ms (-1802) (- m/z 202.10 100.00%
202.1
55.1
5000
97.1
129.1 T T
167. 2411 284 12.50 13.00
0 m/z 55.10 56.40%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #134572: Anthracene, 9-(2-nitroethenyl)-
202.0

5000 = =
101.0 12.50 13.00
249.0 m/z 57.10 48.00%
0 630 | | 1500 | |
\’\H\‘\H\‘\H\‘\\\\‘\H\‘H\\‘HH‘\\H‘\\H‘HH’HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78088: Fluoranthene
202.0
—— —
12.50 13.00
5000 m/z 73.00 46.44%
101.0
0 630 . | 150.0 i
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78084: Pyrene AR T
202.0 12.50 13.00

5000
101.0
29.0 63.0 MJ‘ 150.0 ‘M

O T s el ol e e pre e e SR —
miz--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Data Path :

Data File : BF138457.D
Acq On : 03 Jul 2024
Operator : CG\JU

Sample : P3148-01 10X
Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

20:36

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Pyrene, 1-methyl-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.051 2.29 ng 71349  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 72
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 49
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 46

Abundance Scan 1864 (13.051 min): BF138457.D\data.ms (-1860) (- m/z 216.10 100.00%
216.1
T
57.1 107.9
140.9 181.1 53.1286.1 13.00
0! m/z 215.05  93.09%
miz-> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 ey
13.00
95.0 m/z 213.05  25.75%
oL270 620 | 1630 | |
L LI ‘ L ’ L ‘ T LI ‘ T T ’ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
T
13.00
5000 m/z 217.05 16.25%
108.0
57.0 “ 163.0
e e
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene 7 ‘
216.0 13.00
m/z 107.90 12.80%
5000
108.0
0 63.0 \ 1630 ,
e e e e e ——
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 11H-Benzo[b]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.157 2.92 ng 91063  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
4 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 58

Abundance Scan 1882 (13.157 min): BF138457.D\data.ms (-1880) (- m/z 216.10 100.00%

216.1
5000
107.7

Pty T
13.00 13.50

67.0 149.1 54.2
0 1831 2883 m/z 215.10  75.71%
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 et e
13.00 13.50

m/z 107.70  26.24%

107.0
O 280 630 L \“ 1630 i ‘\ ‘\
L ‘ T T 1T ‘ T T T 7T ‘ T TT ‘ T T T ‘ L ‘ L
mi/z--> 50 100 150 200 250 300
Abundance #94573: 11H-Benzo[a]fluorene
216.0

T T
13.00 13.50

5000 m/z 217.20 24.02%
107.0
0 27.0 630 | | 163.0 M
L e L e e T A e e e
m/z--> 50 100 150 200 250 300
Abundance #94571: 7TH-Benzolc]fluorene T —
216.0 13.00 13.50

m/z 213.10  22.39%

5000
108.0
0 | “ ‘ “ 1| \H

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 14
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.69 ng 83882  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Tetradecane 198 C14H30 000629-59-4 76
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
4 Nonadecane 268 C19H40 000629-92-5 64
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64

Abundance Scan 1890 (13.204 min): BF138457.D\data.ms (-1887) (- m/z 57.10 100.00%
57.1

5000 Wwﬁmj\ﬂwMANﬂk/wMA“/K

_—
‘ 99.1 220.1 ‘ 1300 1350
e g 285 L2673 8100 s 10 73, 26%

m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

5000

o

T
13.00 13.50
m/z 71.10 50.58%

99.0
25Jo ‘h L, 1410 1830 2250 2820
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T 1
m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0

T
13.00 13.50

o

5000 ITI/Z 85.10 36.80%
99.0
015-9\ bid, dat0 180
m/z--> 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 13.00 13.50
m/z 55.10 28.79%
5000 MMW
‘ 99.0 1410
) Y — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.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 Dodecane, 5,8-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.874 3.08 ng 96210  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 92
2 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 70
3 Nonadecane 268 C19H40 000629-92-5 62
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 60
5 Pentadecane 212 C15H32 000629-62-9 60
Abundance Scan 2004 (13.874 min): BF138457.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1
5000 M
230.1
99.1 [ AN
13.50 14.00
ob—id J J‘w‘p s %5“‘3{9‘ lgﬁfg 1 p 20023023385 0 4300 62.39%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — e
13.50 14.00
m/z 71.10 52.48%
99.0
ol Ll LIl 1410 1830 2250 2670 338
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #107230: Dodecane, 5,8-diethyl-
57.0
— ——
13.50 14.00
5000 m/z 230.10 36.25%
‘980 .
I 1 V. Y N
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane . .
57.0 13.50 14.00
m/z 41.10 31.31%
5000 /\MWLN
ol by u\ 1410 4830 2680 S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070324\
Data File : BF138457.D

Acqg On : 03 Jul 2024 20:36
Operator : CG\JU

Sample : P3148-01 10X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.128 10.8 ng 352121 1 6.875 651421 20.0
Hexadecane 9.304 2.4 ng 70682 3 9.904 594905 20.0
Pentadecane 9.833 3.0 ng 88162 3 9.904 594905 20.0
unknown10.004 10.004 3.6 ng 106575 3 9.904 594905 20.0
Nonadecane 10.333 2.7 ng 79461 3 9.904 594905 20.0
Heptadecane 10.804 5.0 ng 161990 4 11.392 650603 20.0
Tridecane 11.251 3.2 ng 104351 4 11.392 650603 20.0
Naphtho[2,3-b]t... 11.286 2.4 ng 78577 4 11.392 650603 20.0
Tetracosane 11.680 3.0 ng 97607 4 11.392 650603 20.0
Pentadecanoic a... 11.780 13.1 ng 425714 4 11.392 650603 20.0
Phenanthrene, 1... 11.916 4.9 ng 160096 4 11.392 650603 20.0
4H-Cyclopenta[d... 12.004 3.5 ng 112262 4 11.392 650603 20.0
Heptacosane 12.086 2.6 ng 85456 4 11.392 650603 20.0
9,12-Octadecadi... 12.468 25.8 ng 838186 4 11.392 650603 20.0
15-Octadecenoic... 12.486 45.7 ng 1487360 4 11.392 650603 20.0
Anthracene, 9-(... 12.698 2.4 ng 77427 4 11.392 650603 20.0
Pyrene, 1-methyl- 13.051 2.3 ng 71349 5 14.027 624488 20.0
11H-Benzo[b]flu... 13.157 2.9 ng 91063 5 14.027 624488 20.0
Eicosane 13.204 2.7 ng 83882 5 14.027 624488 20.0
Dodecane, 5,8-d... 13.874 3.1 ng 96210 5 14.027 624488 20.0

8270-BF062824.M Thu Jul 04 05:45:49 2024 Pag 25



