LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acqg On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130982.D\data.ms

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

# min scan scan scan TY height area % max. total
1 2.187 11 17 23 rVB 517485 644213 36.57% 2.919%
2 2.299 30 36 46 rVB 31509 49451 2.81% 0.224%
3 5.134 514 518 527 rBV 531940 573698 32.57% 2.600%
4 5.534 582 586 589 rBV 1359988 1181895 67.10% 5.356%
5 6.539 752 757 760 rBV 1848636 1761488 100.00% 7.982%
6 6.745 789 792 795 rBvV2 29125 28779 1.63% 0.130%
7 6.916 818 821 825 rBV 538511 488275 27.72% @ 2.213%
8 7.481 913 917 920 rBV 1244546 1044342 59.29% 4.732%
9 7.504 920 921 925 rVB 33697 21320 1.21% 0.097%
10 8.110 1020 1024 1032 rBvV2 71633 164098 9.32% 0.744%
11  8.175 1032 1035 1037 rWw 57513 58402 3.32% 0.265%
12 8.204 1037 1040 1042 rVV 723703 575844 32.69% 2.609%
13 8.228 1042 1044 1046 rVWV 104448 87307 4.96% 0.396%
14  8.251 1046 1048 1051 rVB2 27755 24435 1.39% 0.111%
15 8.486 1084 1088 1093 rVB4 20003 29113 1.65% ©0.132%
16 8.616 1107 1110 1112 rVB 30069 23220 1.32% 0.105%
17 8.786 1136 1139 1143 rBV 66655 49279 2.80% ©.223%
18 8.916 1159 1161 1165 rVB 66943 51482 2.92% 0.233%
19 9.016 1175 1178 1182 rBV2 54023 49343 2.80% 0.224%
20 9.216 1210 1212 1215 rVB 33735 24670 1.40% 0.112%
21  9.280 1219 1223 1226 rBV 2132354 1651890 93.78% 7.485%
22 9.351 1232 1235 1238 rBV 96028 86754 4.93% 0.393%
23 9.545 1264 1268 1272 rBV2 47838 63108 3.58% 0.286%
24 9.622 1277 1281 1283 rW 64387 80396 4.56% 0.364%
25 9.645 1283 1285 1287 rWw 47585 41940 2.38% 0.190%
26 9.675 1287 1290 1294 rVVv4 59773 80576 4.57% 0.365%
27  9.739 1297 1301 1307 rBV2 40134 46480 2.64% 0.211%
28 9.828 1312 1316 1319 rBV 91228 85312 4.84% ©.387%
29 9.886 1321 1326 1330 rVB 100210 87520 4.97% 0.397%
30 9.963 1336 1339 1342 rVB 662409 556696 31.60% 2.523%
31 9.998 1342 1345 1348 rVB 107086 83414 4.74% 0©.378%
32 10.069 1353 1357 1361 rVB2 28140 38845 2.21% 0.176%
33 10.122 1361 1366 1368 rBV5 25944 40952 2.32% ©0.186%
34 10.169 1368 1374 1377 rVB2 89848 104758 5.95% 0.475%
35 10.204 1377 1380 1385 rBv2 52512 51792 2.94% 0.235%
36 10.280 1389 1393 1395 rBV2 43556 46008 2.61% ©.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acqg On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.386 1404 1411 1414 rBV2 121268 126040 7.16% 0.571%
38 10.516 1429 1433 1439 rVB 134303 123810 7.03% 0.561%
39 10.604 1445 1448 1451 rBV 44367 37510 2.13% 0.170%
40 10.669 1457 1459 1463 rVB2 25431 23604 1.34% 0.107%
41 10.757 1470 1474 1478 rVB 465824 431785 24.51% 1.957%
42 10.863 1489 1492 1493 rBV 113867 99870 5.67% 0.453%
43 11.063 1522 1526 1529 rBV5 38745 51709 2.94% 0.234%
44 11.145 1538 1540 1543 rVB4 23968 21888 1.24% ©.099%
45 11.263 1557 1560 1563 rVB 33625 26806 1.52% 0.121%
46 11.310 1565 1568 1571 rVvv2 99822 97931 5.56% 0.444%
47 11.345 1571 1574 1580 rVB2 72959 117278 6.66% ©.531%
48 11.457 1590 1593 1595 rBV 662142 605032 34.35% 2.742%
49 11.486 1595 1598 1601 rVV 708280 640494 36.36% 2.902%
50 11.533 1603 1606 1609 rVV 233243 200421 11.38% ©.908%
51 11.569 1609 1612 1618 rVB3 31510 55163 3.13% 0.250%
52 11.692 1630 1633 1637 rBV2 67245 67414 3.83% 0.305%
53 11.739 1639 1641 1647 rBV2 75076 91610 5.20% 0.415%
54 11.792 1647 1650 1655 rVB2 47011 54368 3.09% 0.246%
55 11.845 1655 1659 1662 rBV 473679 381391 21.65% 1.728%
56 11.963 1676 1679 1681 rBV 116650 105325 5.98% 0.477%
57 11.992 1681 1684 1687 rVB 149555 134561 7.64% 0.610%
58 12.039 1689 1692 1694 rBV 67749 58670 3.33% 0.266%
59 12.974 1695 1698 1700 rVV2 183402 189202 10.74% 0.857%
60 12.098 1700 1702 1705 rVB 96417 75425 4.28% 0.342%
61 12.151 1708 1711 1715 rBV 104996 95047 5.40% 0.431%
62 12.257 1727 1729 1731 rBV 75539 58580 3.33% 0.265%
63 12.286 1731 1734 1736 rVB2 48609 44092 2.50% 0.200%
64 12.439 1757 1760 1762 rBV2 58878 56280 3.20% ©.255%
65 12.516 1770 1773 1774 rBV 98121 112662 6.40% 0.511%
66 12.533 1774 1776 1778 rVV 1303004 1205492 68.44% 5.462%
67 12.557 1778 1780 1785 rVV 1378619 1157835 65.73% 5.247%
68 12.598 1785 1787 1791 rVV4 49938 63457 3.60% ©.288%
69 12.639 1791 1794 1797 rVB2 266804 217999 12.38% 0.988%
70 12.680 1797 1801 1804 rBV 961697 775991 44.05% 3.516%
71 12.910 1837 1840 1846 rVB 851680 796822 45.24%  3.611%
72 13.051 1860 1864 1867 rBV 1848109 1538934 87.37% 6.973%
73 13.239 1893 1896 1899 rVB 155290 156636 8.89% 0.710%
74 13.274 1899 1902 1904 rBV2 100013 106815 6.06% 0.484%
75 13.304 1905 1907 1910 rVB 106406 80752 4.58% 0.366%
76 13.339 1911 1913 1916 rVV2 79338 79827 4.53% 0.362%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acqg On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 13.615 1958 1960 1963 rBV 107140 106595 6.05% 0.483%
78 13.945 2014 2016 2022 rVB2 121284 121196 6.88% 0.549%
79 14.110 2040 2044 2047 rBV2 521344 639437 36.30% 2.898%
80 14.139 2047 2049 2051 rVB 239222 178455 10.13% 0.809%
81 14.204 2058 2060 2065 rVB2 177466 185242 10.52% 0.839%
82 15.627 2299 2302 2309 rVB3 236470 395984 22.48% 1.794%

Sum of corrected areas: 22068532
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 04 Nov 2022 03:11
: CG\JU
: N5416-01

. 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
BF130982.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

2.187

TIC: BF130982.D\data.ms

6.539

5.534
7.481

5.134 6.916

.299 6.745 7/504

Time-->

N
AR NN R R R R N R N R N RN N RN RN R

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

2000000

1500000

1000000

500000

TIC: BF130982.D\data.ms
9.280

13.

051

b

0
Time-->

T 7 1 T 7 T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF130982.D\data.ms

14.110

15.627

1 %?i””AJVMMNMﬂWv”MﬁvvANV&Aﬂk“AJ“w\Nmmﬁfﬁ&WwNﬂ»ﬂf\,MVNJ\/\A/V\kaxﬂwvﬂxAN,Vymmvﬂwuﬂ¥N»\
13.945

13.615

Time-->

T ‘ 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\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11

Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
2.187 26.39 ng 644213 1,4-Dichlorobenzene-d4 6.922
Hit# of 5 Tentative ID MW MolForm CAS# 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 17 (2.187 min): BF130982.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\\
87'1 T 1 T 7T ‘ T T T 7T ‘ L
‘ Lgo 220 2.40 2.60
O 222 e m/z 43.05  43.89%
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
43.0 220 2.40 2.60
87.0 m/z 55.05  29.30%
29.0
\ \‘ 9 0 _ll
O \‘HH‘\\H‘\H\‘\!\!‘\H\‘\H\‘H\\‘HH’\H\‘HH‘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 e e
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.83%
27.0
0 H ‘m | ‘\‘ I | 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 2.20 2.40 2.60
m/z 41.05 15.05%
5000 43.0
58.0
29.0 ‘ 87.0
0“HWMH‘WH‘WH‘W‘HW‘MW‘H‘_H‘VH‘_‘H_‘HV‘H =
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2 20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.134 23.50 ng 573698 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 518 (5.134 min): BF130982.D\data.ms (-514) (-) m/z 43.05 100.00%
3.0
59.0
5000
1011 L L L R B R R R
‘ 83.0 4.80 5.00 5.20 5.40
Ol el AL S m/z 59.05  58.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L B R B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.79%
R i 83\"0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
AEEmmEEEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.39%
41.0
29.0 101.0
o eyl 730, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R ARRWREEE RS
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.29%
5000
41.0 101.0
o250 210 il OB | et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.110 5.70 ng 164098 Naphthalene-d8 8.204

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Hexaethylene glycol 282 C12H2607 002615-15-8 53
Abundance Scan 1024 (8.110 min): BF130982.D\data.ms (-1020) (-) m/z 57.10 100.00%
57.1
5000
75.0 R RamEEEE
7.80 8.00 8.20 8.40
39 1000 4310
obrrr el iy, wl“u‘ 1862y 4510 97.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L R B R R
29.0 7.80 8.00 8.20 8.40
750 m/z 41.00  35.72%
O \\\‘\‘H“\‘\“‘H‘\\ H\\‘l“\‘\‘\‘\].\()}o‘\o\\\‘\1\3\2\()‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0
 AREEmEEE TSR
7.80 8.00 8.20 8.40
5000 m/z 75.00 16.19%
29.0 75.0
0 ‘m‘““‘H‘mmlh_m_“ woo
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-  EEEmmEEL E R
45.0 7.80 8.00 8.20 8.40
m/z 56.00 13.15%
5000
89.0
2710
o 0 Lm0 | 1190 g
SN 1 1 “‘ ““““““““,““““‘ SOy
m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.386 4.53 ng 126040  Acenaphthene-di0 9.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Undecane 156 C11H24 001120-21-4 70
3 Dodecane 170 C12H26 000112-40-3 68
4 Pentadecane 212 C15H32 000629-62-9 62
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 1411 (10.386 min): BF130982.D\data.ms (-1404) (-} ' m/z 57.10 100.00%
57.1

5000

E

85.1
155.1 10.00 10.50
1131 : :
0 H“H‘qh‘NUHW‘_uuﬂ‘wuww‘¢‘mw‘whﬁgﬁn‘u‘?ﬁ§? m/z 43.05 73.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — —
10.00 10.50
290 850 m/z 71.05 55.76%
0 J ‘ 1 J ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
— —
10.00 10.50
5000 ITI/Z 85.10 37.72%
85.0
29.0
L] 1130  156.0
0 H‘_L‘AMH“H‘w“uwHJ‘“‘H“H‘““W‘H“H‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45481: Dodecane T ——

57.0 10.00 10.50
m/z 41.05 36.60%

5000

29.0
‘ 113.0 141 o 170.0

0 H“ﬂy‘_"w‘ﬂu‘lu‘Wuﬂ‘“M‘w“u,‘m“u“_“w“u

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

[o]
a1
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Tetradecane Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
10.863 3.30 ng 99870  Phenanthrene-d1e0 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 87
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 83

5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 1492 (10.863 min): BF130982.D\data.ms (-1489) (- m/z 57.10 100.00%
57.1
5000
85.0
— ‘
10.50 11.00
113.1 155.1 183.2 -
bt e PERSERS 2808 7 43,10 73.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 — ‘
10.50 11.00
29.0 m/z 71.10 55.51%
0 “ \‘\ H\ \‘\ Il \\‘11\\3‘0\\14‘;'0 169.0 19\80
\‘\H\‘H\\‘H\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H‘\H\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
— ——
10.50 11.00
5000 m/z 85.05 36.60%
85.0
29.0
0 \“\ H\ \‘\ I \\11‘\3'0\141'0 184'0
R AN AEa S AREa s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #59045: Dodecane, 2-methyl- — —
43.0 10.50 11.00
m/z 41.10 35.21%
5000 71.0
99.0 141.0 160.0
o‘2"‘0“w“:“‘\‘:HH“H”:wwmw‘,m,um‘,‘mH,HM,‘m_m_m‘ — ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF102722.M Tue Nov 08 12:55:20 2022

Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.310 3.24 ng 97931  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Hexadecane 226 C16H34 000544-76-3 58
5 Dodecane, 2-methyl-6-propyl- 226 CléH34 055045-08-4 53
Abundance Scan 1568 (11.310 min): BF130982.D\data.ms (-1565) (- m/z 57.10 100.00%
57.1
20 W
99.1 11‘06 5.1‘56
) 196.1 : :
R p‘“ o o 3209 200N 2202 m/z 43.10  66.45%
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 — —
11.00 11.50
m/z 71.10 50.91%
99.0
0 26\0 ‘H‘\ ‘!‘ \“‘\ ““ r“ T “]\_4\‘1‘0‘\ [ — ?1\‘2.\0\ L L —
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-
57.0
— ——
11.00 11.50
5000 m/z 85.10 35.45%
99.0
miz--> 50 100 150 200 250
Abundance #228590: Tetradecane, 1-iodo- — —
57.0 11.00 11.50
m/z 41.10 34.46%
. MhWWmmmMﬂﬁﬂmk%NNWWWkﬂw
o260 | %0 150 qor0 I
m/z--> 50 100 150 200 250 11.00 11.50

8270-BF102722.M Tue Nov 08 12:55:21 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Undecane, 5-ethyl-5-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.345 3.88 ng 117278  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 76
2 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 72
3 Dodecane 170 C12H26 000112-40-3 64
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 62
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
Abundance Scan 1574 (11.345 min): BF130982.D\data.ms (-1571) (- m/z 57.10 100.00%
57.1
183.9
— ——
‘ ||| 2140 | g 11.00 11.50
Obrreprrr ettt dhodle el Sy | m/z 71,10 61.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74004: Tetradecane
57.0
5000 — e
850 11.00 11.50
20.0 m/z 43.10 43.33%
113. .
O TTT ‘ \‘\‘\ ’1 T \H“ T \“} T "1‘\ T \““ T ﬁ‘O\“\]\.\4“].\'\O\‘\J‘-\6?.\()‘\]\-%?\(\)\ T ‘ TTTT ‘ TTTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107242: Undecane, 5-ethyl-5-propyl-
57.0
— ——
85.0 11.00 11.50
5000 ’ m/z 85.10 38.35%
141.0
113.0 169.0197.0
b b 20
Ol e e e b b ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45481: Dodecane T —
57.0 11.00 11.50
m/z 183.95 30.42%
5000
85.0
29.0
| ‘ | 113.0 141 ¢ 170.0
ST G R Y e~ c—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF102722.M Tue Nov 08 12:55:22 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.845 12.61 ng 381391  Phenanthrene-die 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1659 (11.845 min): BF130982.D\data.ms (-1655) (- m/z 74.00 100.00%
74.0
5000
43.0
1431 J\‘ ‘ SR
‘\ || porr ~ 1851 22‘7-2 270.2 11.50 12.00
0‘_H‘MH‘_ﬂuﬂu‘wu‘wu‘_H‘MA‘MH‘MH‘MH‘LH‘_H“ m/z 87.00 74.01%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 Ao e
43.0 11.50 12.00
143.0 m/z 43.05 37.20%
‘u \“ ‘\ \\\1(\)\10 | 17\10\199022\70 270
O\‘HH’\H\‘H‘H’\‘H\“HH’\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester

Pl

74.0
11.50 12.00
5000 43.0 m/z 55.05 30.26%
‘_‘H,HH‘H‘WH‘w‘uw‘H‘_H‘_‘H_‘H‘HH‘H‘WH‘W‘HW
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #60758: Decanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.05  29.28%
43.0
5000
‘ L “‘10“10 \143.0\ 186.0
oww,mwH‘u,‘HwHH,‘m‘HH_HwHH_ww_ww‘ — e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00

8270-BF102722.M Tue Nov 08 12:55:23 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Phenanthrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.963 3.48 ng 105325 Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93

Abundance Scan 1679 (11.963 min): BF130982.D\data.ms (-1676) (- m/z 192.10 100.00%

199.1
5000
JU 12.00
94.5 .
63.0 163.1
oHwWHwH‘AH‘Mﬂ??hwmw 22312861 /7 191,10 57.38%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
=

5000
12.00
m/z 189.05 33.52%
5270 630 960 1560 163.0 |
\\\‘\\\\‘\\\\‘\\\\‘\Hf‘\\f!‘\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\H‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67021: Anthracene, 1-methyl-
192.0
e
12.00
5000 ITI/Z 190.10 15.20%
83.0
0. 390 | |1150 1630 ‘\
R AR RATRAREY
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67054: 1H-Cyclopropall]phenanthrene,1a,9b-dihydro- R e
192.0 12.00

m/z 193.10  14.95%

h mem$wwmmﬂmdwwﬂﬂbﬂw\
27.0 630 960 1550 163.0 H

YN A NP 1 Wit e NSRS
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF102722.M Tue Nov 08 12:55:24 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.992 4.45 ng 134561  Phenanthrene-di0 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91

Abundance Scan 1684 (11.992 min): BF130982.D\data.ms (-1681) (- m/z 192.10 100.00%

192.1
5000
165.1 ‘12‘00‘
63.0 96.0 ’ :
(B S w‘l““1“2‘6‘79‘m“‘;‘uwMH‘““2‘2“3"9“2“5‘7‘“1‘”‘ m/z 191.10  58.88%
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 AL
12.00
m/z 189.10 28.47%
165.0
0270 630 980 1360 = |
‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘H\\‘HH‘\\ \‘\H\‘H\\‘HH‘\\H‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #67020: Anthracene, 9-methyl-
192.0
T
12.00
5000 ITI/Z 190.10 14.58%
96.0
165.0
0 270 63\0 Il \“ 1260 L \‘ L M“
S e e el e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #67042: Phenanthrene, 4-methyl- —
192.0 12.00

m/z 193.10  14.52%

5000
82.0 165.0 ‘
28.0 550\ \‘ M 115.0 ““ . H

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

o

8270-BF102722.M Tue Nov 08 12:55:25 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.074 6.25 ng 189202  Phenanthrene-di0 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 41
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35

Abundance Scan 1698 (12.074 min): BF130982.D\data.ms (-1695) (- m/z 189.10 100.00%

189.1
5000
94.5 [ — T
12.00
63.0
o 1%0. a3l 2851y 190.10  97.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 AW
12.00
94.0

m/z 192.10  64.73%

5310 630 \h 1230 161.0 ||
‘HH‘HH’HH’HH‘\\H‘HH‘H\\‘\H\‘\H\’\H\’HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene

189.0

12.00
5000 m/z 191.10 46.69%
94.0
0 ‘H‘W‘,‘m,“‘“‘_m‘H‘w‘w“m"H“‘,m‘,wwwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #64929: Methyl diselenide =
93.0 190.0 12.00
m/z 94.50  23.51%
5000
160.
0° S RRARNARRARSARSSRRA R RAY T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

8270-BF102722.M Tue Nov 08 12:55:26 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 3,4-Dimethylphenanthrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.516 3.72 ng 112662  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 91
2 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 87
3 9,10-Dimethylanthracene 206 C1leH14 000781-43-1 86
4 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 86
5 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 83
Abundance Scan 1773 (12.516 min): BF130982.D\data.ms (-1770) (- m/z 206.10 100.00%
206.1
o AAM‘M\M
‘ 1250 |
89.0 165.0 :
I W i G ““wh“‘ 24212760 8161 y/7 191,10 53.40%
miz--> 50 100 150 200 250 300
Abundance #82935: 3,4-Dimethylphenanthrene
206.0
5000 — ‘
12.50
69.0 m/z 189.05  28.08%
NI TR ITES Sty I
miz—-> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
R \
12.50
5000 m/z 205.10 19.81%
89.0
SN RS TS
m/z--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene ——
206.0 12.50
m/z 207.10 17.38%
- WM
o150 510 890 12701650 | \h‘
i B T e T 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\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.533 39.85 ng 1205490  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1776 (12.533 min): BF130982.D\data.ms (-1774) (- m/z 67.05 100.00%
67.0
5000 ﬁ«JJ
09.1 L ‘
12.50
b ““h LA ”‘ i L1 26312051 L/, sl1e  82.77%
miz--> 50 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 — :
12.50
09.0 m/z 55.10 75.04%
] W\\u 262.0294.0
0 ‘\\”\\\\\‘\\\\‘\“\\\“\
m/z--> 50 150 200 250 300
Abundance  #191900: 9,12—Octadecad|enoic acid, methyl ester
67.0
U \
12.50
5000 m/z 41.10 62.02%
09.0
294.0
0 — “‘ ‘ ‘H H\H\ H‘ \ \Hh‘\ UHWH\\‘ \l\ ‘\\‘ T ‘22‘3‘0‘ ?6‘2‘0‘ ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — ‘
67.0 12.50
m/z 95.10 55.17%
5000
09.0
940
262.0
oLl \“ | s TR ‘}h “\“1‘87‘02‘299‘ ‘ 70 L ==
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.557 38.27 ng 1157840  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
Abundance Scan 1780 (12.557 min): BF130982.D\data.ms (-1778) (- m/z 55.10 100.00%
55.1
5000 a7 J/\ﬁ
H‘ 1800 2222 264.1 1250 ‘
ol L 2961 m/z 41.10  68.28%
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
5000 S
87.0 12.50
264.0 m/z 69.10 61.46%
Ll e, o 220 | o
ok h‘ Hu ‘\ | HM\; \rn‘ \‘\ u“‘\\‘ ‘\m‘u‘ il “m ST [ 1“‘ o ““ — \" :
miz—-> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
RN T
12.50
5000 m/z 74.00 53.43%
87.0
264.0
25.0 180.0 222.0 ‘
ol u“ HHH\H hlm 25, b | 2960
m/z--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester —— ‘ AMT~
55.0 12.50
m/z 83.10 48.90%
264.0
23.0 222.0
T I s
ok ;n““ u H\me‘n\”m\“”\ by gt L 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\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 11H-Benzo[a]fluorene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.239 4.90 ng 156636  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 80
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 72
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72

Abundance Scan 1896 (13.239 min): BF130982.D\data.ms (-1893) (- m/z 216.10 100.00%
6.1

216.
5000

107.3 U
M 13.00 13.50
b i1

163.1

411 . '
A e TR g 292 3611 414 o15.10 67.61%

m/z--> 50 100 150 200 250 300 350 400
Abundance #94573: 11H-Benzo[a]fluorene
216.0

5000 RPN
13.00 13.50
m/z 217.10 19.53%

107.0
140 63.0 || 163.0, |
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #94570: Pyrene, 1-methyl-
216.0

7
13.00 13.50

o

o

5000 m/z 213.10 17.62%
108.0
oLs0, | w0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #94572: 11H-Benzo[b]fluorene 7 7
216.0 13.00 13.50
m/z 107.30 17.29%
5000

107.0
63'0 i ‘“ 163.0\\ L
ol A

m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

il
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.274 3.34 ng 106815 Chrysene-di12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 1902 (13.274 min): BF130982.D\data.ms (-1899) (- m/z 57.10 100.00%
57.1
5000 W
01 —— ——
13.00 13.50
189.1 )
ob— p‘ 1 “‘ W300L T L B0 9281 3160 0 4310 59.03%
m/z--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 —r ——
13.00 13.50
m/z 71.10 54.93%
0 L uh\ \‘h \“ h ]{41 0 183 0 225 0267.0 33\8 0
\\\\‘\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 39.54%
‘ 9.0
41.0
o501 10ms0zs0 260
m/z--> 0 100 150 200 250 300 350
Abundance #212282: Docosane T —
57.0 13.00 13.50
m/z 41.10 25.59%
5000 M
9.0
‘ L1 1830 2390 3100
o"Hu‘Huw«Wmm_m_m‘um_w — —
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\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Nonadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.616 3.33 ng 106595  Chrysene-di12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Boric acid, ethyl-, didecyl ester 354 C22H47B02 1000152-34-4 74
5 Tricosane 324 C23H48 000638-67-5 70
Abundance Scan 1960 (13.615 min): BF130982.D\data.ms (-1958) (- m/z 57.10 100.00%
57.1
5000 W
1350  14.00
113 215.1 . : .
0 ‘i ‘M i 2001 3608 AL 4, 43,10 58.62%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158599: Nonadecane
57.0
5000 —r —
13.50 14.00
268.0 m/z 71.10 52.93%
‘ 113.0
O \\J\g[\l‘fl‘\lA\‘\\}\“l\‘\\‘\l‘;\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #261137: Hexadecane, 1-iodo-
57.0
—— —
13.50 14.00
5000 m/z 85.10 42 .54%
||| 143046902250
0 Hm_mul_m‘HHWH_m_m_m_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 13.50 14.00
m/z 41.10 24.84%
5000 M
113.0 197.0
O — —
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00

8270-BF102722.M Tue Nov 08 12:55:35 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11

Operator : CG\JU

Sample : N5416-01

Misc

ALS vial : 19

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 Octadecane, 5,14-dibutyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
13.945 3.79 ng 121196  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 ©55282-13-8 90
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 76
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 70
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 68

Abundance Scan 2016 (13.945 min): BF130982.D\data.ms (-2014) (- m/z 57.10 100.00%
57.1
5000
——
\ 2340282 1328.4 389.2 14.00
ol H“w‘nﬂw‘\"m by BZLSCDC JD2 4425 nyz 43.10 57.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0
5000 T
14.00
126.0 m/z 71.10 48.74%
309.0
oL, a0 2380 *P0spag
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl-
43.Q
——
14.00
5000 m/z 85.10 37.03%
196.0
A 000U =T S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl- —
57.0 14.00
m/z 41.10 31.25%
5000
13.0
oL Ll 00 3090 g0 -
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acq On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.204 5.79 ng 185242  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
5 Benzoic acid, 2-(diphenylphosphi... 306 C19H1502P 017261-28-8 33

Abundance Scan 2060 (14.204 min): BF130982.D\data.ms (-2058) (- m/z 277.10 100.00%

277.1
5000
77.0 183.1 ; ‘

T
14.00 14.50

\‘ \ 130.9 ‘H 355.1 415.4 486.3

0"H"‘H“‘H“‘H"‘H“‘H“‘H“‘H“‘H“‘H“‘ m/z 278.10  34.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T —

14.00 14.50
m/z 183.05 22.54%

|

‘\‘\‘\J\ “\‘H‘ﬂ"l‘\‘l‘ﬂlh“\‘ “l\ J\h\l\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

—
14.00 14.50
5000 m/z 77.05  21.75%

7.0 183.0
BRI
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro —— ——
277.0 14.00 14.50

m/z 201.10  19.83%

5000
199.0
770
1330 | h |, 347.0

15,
ol5Qy | 1380 | | 8470

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110322\
Data File : BF130982.D

Acqg On : 04 Nov 2022 03:11
Operator : CG\JU

Sample : N5416-01

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.187 26.4 ng 644213 1  6.922 488275 20.0
2-Pentanone, 4-... 5.134 23.5 ng 573698 1 6.922 488275 20.0
Ethanol, 2-(2-b... 8.110 5.7 ng 164098 2 8.204 575844 20.0
Hexadecane 10.386 4.5 ng 126040 3  9.963 556696 20.0
Tetradecane 10.863 3.3 ng 99870 4 11.457 605032 20.0
Pentadecane 11.310 3.2 ng 97931 4 11.457 605032 20.0
Undecane, 5-eth... 11.345 3.9 ng 117278 4 11.457 605032 20.0
Hexadecanoic ac... 11.845 12.6 ng 381391 4 11.457 605032 20.0
Phenanthrene, 1... 11.963 3.5 ng 105325 4 11.457 605032 20.0
Phenanthrene, 2... 11.992 4.5 ng 134561 4 11.457 605032 20.0
4H-Cyclopenta[d... 12.074 6.3 ng 189202 4 11.457 605032 20.0
3,4-Dimethylphe... 12.516 3.7 ng 112662 4 11.457 605032 20.0
9,12-Octadecadi... 12.533 39.9 ng 1205490 4 11.457 605032 20.0
13-Octadecenoic... 12.557 38.3 ng 1157840 4 11.457 605032 20.0
11H-Benzo[a]flu... 13.239 4.9 ng 156636 5 14.110 639437 20.0
Tetracosane 13.274 3.3 ng 106815 5 14.110 639437 20.0
Nonadecane 13.616 3.3 ng 106595 5 14.110 639437 20.0
Octadecane, 5,1... 13.945 3.8 ng 121196 5 14.110 639437 20.0
Triphenylphosph... 14.204 5.8 ng 185242 5 14.110 639437 20.0
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