LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acg On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 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 : 0 Peak Location: TOP

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

Method . Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF042324 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF137744.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.210 18 21 29 rvB2 53534 76035 2.86% 0.248%
2 2.410 50 55 61 rVB 114108 147989 5.57% 0.483%
3 5.669 605 609 613 rBY 1228272 1016761 38.25% 3.317%
4 6.328 718 721 722 rBV 80863 72676 < 2.73% 0.237%
5 6.657 774 777 781 rBV 1222885 1021804 38.44%  3.333%
6 6.998 826 835 838 rBV 51568 96726 3.64% 0.316%
7 7.034 838 841 842 rW 73895 66723 2.51% 0.218%
8 7.057 842 845 849 rVB 2205694 1857987 69.90% 6.061%
9 7.116 849 855 862 rBV 65727 120082 4.52% 0.392%
10 7.198 867 869 876 rVB 47168 55789 2.10% 0.182%
11 7.616 937 940 943 rVB 793327 636530 23.95% 2.076%
12 8.345 1059 1064 1067 rBV 3149573 2538627 95.50% 8.281%
13 9.416 1242 1246 1249 rBV 1707269 1275369 47.98% 4.160%
14  9.757 1299 1304 1307 rBV 67480 72516  2.73% 0.237%
15 9.963 1334 1339 1343 rBV 108699 103495 3.89% 0.338%
16 10.104 1359 1363 1367 rVB 3314034 2658167 100.00% 8.671%
17 10.416 1413 1416 1419 rBV2 36288 45509 1.71% 0.148%
18 10.651 1449 1456 1463 rVB3 50769 94156  3.54% 0.307%
19 10.733 1466 1470 1473 rVW3 43350 59261 2.23% 0.193%
20 10.792 1478 1480 1488 rBV5 23273 46296 1.74% 0.151%
21 10.892 1493 1497 1501 rBV 780930 635978 23.93% 2.075%
22 11.016 1512 1518 1523 rBV5 77227 147571 5.55%  0.481%
23 11.186 1544 1547 1551 rBv4 91114 142776 5.37%  0.466%
24 11.280 1561 1563 1566 rBvV2 52467 60621 2.28% 0.198%
25 11.322 1568 1570 1572 rBvV2 59095 56408 2.12% 0.184%
26 11.463 1589 1594 1595 rBV3 162738 214904 8.08%  0.701%
27 11.492 1597 1599 1602 rVB2 128832 131979 4.97%  0.431%
28 11.598 1614 1617 1620 rBV 2617637 2420347 91.05%  7.895%
29 11.622 1620 1621 1626 rVB 896755 696402 26.20% 2.272%
30 11.674 1626 1630 1631 rBv2 103099 135655 5.10% 0.442%
31 11.692 1631 1633 1636 rVv4 101345 106456  4.00% 0.347%
32 11.757 1641 1644 1645 rBV2 109957 108014 4.06% 0.352%
33 11.827 1654 1656 1659 rBv2 110980 103142 3.88% 0.336%
34 12.039 1687 1692 1697 rBvV3 344110 714627 26.88% 2.331%
35 12.104 1700 1703 1706 rVv2 557259 506963 19.07%  1.654%
36 12.133 1706 1708 1711 rVB2 269088 222986 8.39%  0.727%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acg On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 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 : 0 Peak Location: TOP

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

Method . Z:\svoasrv\HPCHEM1\BNA F\Methods\8270-BF042324 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.174 1712 1715 1718 rBV2 233434 312352 11.75%  1.019%
38 12.216 1719 1722 1724 rBV2 187753 215970 8.12% 0.704%
39 12.286 1732 1734 1738 rBV3 330735 437579 16.46% 1.427%
40 12.433 1755 1759 1762 rBv4 375602 578908 21.78%  1.888%
41 12.569 1779 1782 1785 rBV2 323897 375676 14.13% 1.225%
42 12.674 1798 1800 1802 rBV 408136 373336 14.04% 1.218%
43 12.816 1821 1824 1830 rBV 1493406 1581665 59.50% 5.159%
44 12.886 1834 1836 1839 rBv4 273527 290184 10.92%  0.947%
45 13.051 1861 1864 1866 rBV2 1220674 1073072 40.37%  3.500%
46 13.163 1880 1883 1884 rBV2 390152 417208 15.70% 1.361%
47 13.186 1884 1887 1890 rVV2 1145657 1238703 46.60% 4.041%
48 13.433 1927 1929 1935 rVB2 500634 699614 26.32%  2.282%
49 13.533 1943 1946 1949 rBV2 553609 705846 26.55% 2.302%
50 13.716 1975 1977 1980 rBV 930015 782839 29.45%  2.554%
51 14.251 2066 2068 2071 rVB 1256942 1207967 45.44%  3.940%

52 15.833 2334 2337 2347 rVB 1221181 1898554 71.42% 6.193%

Sum of corrected areas: 30656800
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

I 26 Apr 2024 20:01
: CG\JU
. P2274-02 5X

- 17

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042624\

BF137744.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_F\Methods\8270-BF042324 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF137744.D\data.ms

7.057

5.669 6.657

7.61€

12.2102-410 6.328 619PBH1E08

o

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

4000000

3000000

2000000

1000000

TIC: BF137744.D\data.ms

10.104
8.345

9.416

10.892

9.7579.963

0
Time-->

| 10.4160emass1 O1ETRERE

= ‘ ‘ —
10.00 10.50 11.00 11.50

- L LR e 7 — T 7
12.00 12.50 13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF137744.D\data.ms

15.833

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\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.039 5.91 ng 714627  Phenanthrene-d10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 86
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 10-Methylnonadecane 282 C20H42 056862-62-5 68
4 Tetradecane 198 C14H30 000629-59-4 62
5 Hexacosane 366 C26H54 000630-01-3 62
Abundance Scan 1692 (12.039 min): BF137744.D\data.ms (-1687) (- m/z 57.10 100.00%
57.1
5000 71 WU\MW
12.00 |
o dd i ‘149‘2 1622 2212 2623 ys7 71.10  79.24%
miz-> 50 100 150 200 25 300
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
85.0
5000 —— :
12.00
m/z 43.10 68.95%
O T “\ ‘\ “‘\‘ \‘h T ‘H‘ \Tl\“\ \‘ ‘1\6\9.9 T ’ L \25“‘3;0\ L ‘ T L
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
T I
12.00
5000 m/z 85.10 50.39%
ol “h‘\‘ \H\ \‘ ‘\\ h‘4“10‘ 182‘0 — ‘2‘5‘2"0‘ T ‘32‘5‘"
miz--> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane —— ‘
57.0 12.00
m/z 55.10 44.79%
5000
99.0 154.0
S0 A 7 N -
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\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 2 Anthracene, l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.104 4.19 ng 506963  Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 90
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 1703 (12.104 min): BF137744.D\data.ms (-1700) (-} | m/z 192.10 100.00%
192.1

L .
43.1
5000
e =
27 2256.1 12.00 12.50
0! g m/z 43.10 67.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67021: Anthracene, 1-methyl-
192.0
5000 — e
12.00 12.50
83.0 m/z 73.05 58.39%
ol 390 | |1150 1630 |
\H‘H\\‘\H\’HH‘\\H‘HH‘HH‘HH‘HH’H \‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67026: Anthracene, 9-methyl-
192.0
ey =
12.00 12.50

96.0
28.0 630 | 1260 163.0 |

%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67035: Phenanthrene, 1-methyl-
192.0 12.00 12.50

m/z 191.10 54.57%

5000
27.0 630 96.0 1260 1630 |

O P P T e R e Skt -
miz--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 Decane, 3,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.174 2.58 ng 312352  Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Pentadecane 212 C15H32 000629-62-9 62
Abundance Scan 1715 (12.174 min): BF137744.D\data.ms (-1712) (-} | m/z 57.10 100.00%
57.1
5000 MMM
192.1
—r —
12.00 12.50
260 2
ol s‘u I A ue\ ‘ “H‘ “ M L 2032 | 281220022903 )71 10 64 o8k
m/z--> 40 60 80 100120 140 160 180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 — e
12.00 12.50
m/z 43.10 53.62%
99.0 1410
O \\‘H\\M‘\\“!‘\“!“\H“H‘\‘\‘HH[‘\\\\]‘-\7\(\)\(‘)\\\\‘\\\\‘HH‘HH‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—r —
12.00 12.50
5000 m/z 85.10 46.36%
99.0
0 ‘\ H\ Il \‘ Il \14-} 0 183.0 239.0 296.C
e e b e P e e e e
m/z--> 40 60 80 100120140160180200220240260280
Abundance #141066: Heptadecane, 2-methyl- — ——
43.0 12.00 12.50
m/z 192.10 30.44%
5000
85.0
0 h i 127.0 169.0 2110 2540
‘wH‘WH‘WH‘wH‘WHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH“ === e
m/z--> 40 60 80 100120140160180200220240260280 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 4 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.286 3.62 ng 437579  Phenanthrene-d10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 81
2 Heptacosane 380 C27H56 000593-49-7 58
3 Octacosane 394 C28H58 000630-02-4 58
4 Heptadecane 240 C17H36 000629-78-7 53
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 52
Abundance Scan 1734 (12.286 min): BF137744.D\data.ms (-1732) (-] ' m/z 57.10 100.00%
57.1
5000 W\MM
‘ o1 12.00 12:50
1.2 243.2 . :
ol ML patbei832 UYL 064 s, 7110 63.27H
miz--> 50 100 150 200 250 300 350
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 — —
12.00 12.50
0.0 140.0 m/z 43.10 61.82%
O \“\ ‘\‘ “‘ \‘h‘\“‘ \M\‘\ \“ ‘ \1’\'8\3\0‘2\2\4.\0267\\0\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—r —
12.00 12.50
5000 m/z 85.10 54.12%
oLl L \ | % ‘1410183022502670 323.0 380.0
e L e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 12.00 12.50
m/z 41.10 24.29%
5000 M
oL ‘L ! F 1 141.0183.0225.0 281.0 337.0 394.
el “““‘“““‘“““““““““‘ —r —
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 5 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.433 4.78 ng 578908 Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Pentadecane 212 C15H32 000629-62-9 83
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 1759 (12.433 min): BF137744.D\data.ms (-1755) (- m/z 57.10 100.00%
57.1
5000 W
o9t 212.1 12.50
I — ‘hh J u“M“L L iPagse TIT 25812921 .0 10 7408w
m/z--> 50 100 150 200 250
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 1
12.50
09.0 140.0 m/z 43.10 68.32%
05 \“\ ‘\“ h‘\ “H‘ \‘h‘\ ““‘ \M Ty !‘ T ‘EL8\3\0‘ \22\4\0\ ‘2\67\0\ ]
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
—r
12.50
5000 m/z 85.10 53.26%
‘ 99.0
ol il 0 180 2080
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane T
57.0 12.50
m/z 41.10 34.92%
5000 M
99.0
o260 | | |, w0 2120 -
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 6 Sulfurous acid, butyl octad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.569 3.10 ng 375676  Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 90
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1782 (12.569 min): BF137744.D\data.ms (-1779) (-} | m/z 57.10 100.00%
57.1
5000 MW
‘ 12550 |
169 2 267.4 :
ol M ad M pprf2etalt 8222 0 m/z 71.10  58.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
5000 —— :
12.50
m/z 43.10 49.77%
0 \ﬂ‘ d‘ ‘ H Il 1690 2530 317.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
T I
12.50
5000 m/z 85.10 40.26%
11.0
oL aes0 290000
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T ‘
57.0 12.50
m/z 41.10 22.64%
5000 WW
o LT 290 2250 3090 seso o -
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 7 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.674 3.08 ng 373336  Phenanthrene-di10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
Abundance Scan 1800 (12.674 min): BF137744.D\data.ms (-1798) (- m/z 57.10 100.00%
57.1
5000 M
—r —
‘ ‘ ‘ 1551 2261 2953 12.50 13.00
ol bl Jui2s 2201 2958 n/z 71.10  70.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane
57.0
5000 — e
12.50 13.00
m/z 43.10 69.48%
O} “‘\“\]‘“‘\“\‘\#%\6\9\()\‘2\2\6\9‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
—r —
12.50 13.00
5000 m/z 85.10 52.93%
- . S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — ——
57.0 12.50 13.00
m/z 41.10 29.02%
5000 WW
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 Heptadecane, 4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.886 2.40 ng 290184  Phenanthrene-d10 11.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 4-methyl- 254 C18H38 026429-11-8 81
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 76
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 58
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 58
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 53
Abundance Scan 1836 (12.886 min): BF137744.D\data.ms (-1834) (-} | m/z 71.10 100.00%
71.1
» MM
272.3 — —
‘ 135-1175 218.1 ‘ 12.50 13.00
Y 0 T DV SO IR -2 = S B Sy~ S TR W
miz--> 50 100 150 200 250 300
Abundance #141068: Heptadecane, 4-methyl-
43.0
5000 — —
85.0 12.50 13.00
m/z 43.10 91.17%
[ ‘1 ‘”“\ “‘ \h‘\ ““ \jl-\zf? ‘:‘1_\6\99\2’11‘1\0\ \2?4\0\ LI
miz--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0
— —r
12.50 13.00
5000 85.0 m/z 55.10 52.24%
141.0 UWNﬁwWM/wNWﬁwwkﬁﬂm
I 7 S
miz--> 50 100 150 200 250 300
Abundance #45501: Decane, 3,7-dimethyl- — —
43.0 12.50 13.00
m/z 85.10 42.64%
5000
85.0 WMW
I .. T N R
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF042324 .M Mon Apr 29 01:29:01 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 9 9-Methylheneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.433 11.58 ng 699614  Chrysene-d12 14_257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Methylheneicosane 310 C22H46 070475-51-3 90
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 87
Abundance Scan 1929 (13.433 min): BF137744.D\data.ms (-1927) (- m/z 57.10 100.00%
57.1
5000
‘ 1350
1412 = 2112 :
- “ “‘w“ J“ 2 2591 30343453 m/z 71.10 67.68%
miz--> 50 100 150 200 250 300 350
Abundance #212285: 9-Methylheneicosane
57.0
5000 i3%d
140 0 :
0
‘ 196.0 m/z 85.10 55.09%
O \“\ ‘\“ \“ \““\‘H‘ YH\“\ ‘ ‘ \“\ T \h‘ T \2\5‘3\92\9\5‘9\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
—
13.50
5000 m/z 43.10 52.88%
9.0 183.0
oL bl o T a0
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 13.50
m/z 41.10 24.26%
5000
9.0
ol | “\\ | 14 0183.0225.0267.0300.0 3650
P “““‘ R N N R —
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF042324 .M Mon Apr 29 01:29:02 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 10 Tetracosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
e ieerg romoas  creemendiz T e
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 CodHs0 000646-31-1 90

2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tricosane 324 C23H48 000638-67-5 81
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72

Abundance Scan 1946 (13.533 min): BF137744.D\data.ms (-1943) (- m/z 57.10 100.00%
57.1
5000
‘ T 1350 |
2 232.1 '
ol b1 L L 11832 TOF- 268113233 m/z 71.10 70.77%
m/z--> 50 100 150 200 250 300 350
Abundance #246480: Tetracosane
57.0
5000 —— :
13.50
m/z 85.10 58.49%
0 \‘ uh\ h\ M | 14% (\)]\'8\3 0225 0 281 0 3380
\\\\‘ \1\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
T T
13.50
5000 m/z 43.10 55.13%
ol ‘\\ “\\ H | 1410183.0225.0267.0300.0 3850
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 13.50
m/z 55.10 29.08%
5000
41.0
joo || Mowomso w0 .
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF042324 .M Mon Apr 29 01:29:03 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acq On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042324 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 11 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.716  12.96 ng 782839  Chrysene-d12 14_257
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 92
2 Diisooctyl adipate 370 C22H4204 001330-86-5 81
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 78
4 Adipic acid, 2-ethylhexyl tetrad... 454 C28H5404 1000324-49-0 53
5 Adipic acid, 2-ethylhexyl isohex... 342 C20H3804 1000324-48-3 50

Abundance Scan 1977 (13.716 min): BF137744.D\data.ms (-1975) (-} | m/z 129.05 100.00%
129.1
57.1
5000
s
241.2 . .
ob— ‘ Lk 4 “‘ w‘“ 2992 80933852 nm/z 57.10  57.60%
miz--> 50 100 150 200 250 300 350
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 — —
13.50 14.00
m/z 71.10 46.67%
ol 1 LIy “\ ‘ 199.02410 3130 3704
\\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
—r —
57.0 13.50 14.00
5000 m/z 70.10 33.75%
241.0
ok - “ La |l 1990 || 3130 370,
““ e e e e
m/z--> 5 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester P ——
129.0 13.50 14.00
57.0 m/z 43.10 31.11%
5000
241.0
o150 L L1 1990 | | 3130 3704
““ “““‘ e e e —— —r—
m/z--> 5 100 150 200 250 300 350 13.50 14.00

8270-BF042324 .M Mon Apr 29 01:29:04 2024 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_ F\Data\BF042624\
Data File : BF137744.D

Acg On I 26 Apr 2024 20:01
Operator : CG\JU

Sample : P2274-02 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1I\BNA_F\Methods\8270-BF042324 .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]|
Sulfurous acid,... 12.039 5.9 ng 714627 4 11.598 2420350 20.0
Anthracene, 1-m... 12.104 4.2 ng 506963 4 11.598 2420350 20.0
Decane, 3,8-dim... 12.174 2.6 ng 312352 4 11.598 2420350 20.0
Nonadecane, 9-m... 12.286 3.6 ng 437579 4 11.598 2420350 20.0
Nonadecane 12.433 4.8 ng 578908 4 11.598 2420350 20.0
Sulfurous acid,... 12.569 3.1 ng 375676 4 11.598 2420350 20.0
Hexadecane 12.674 3.1 ng 373336 4 11.598 2420350 20.0
Heptadecane, 4-... 12.886 2.4 ng 290184 4 11.598 2420350 20.0
9-Methylheneico... 13.433 11.6 ng 699614 5 14.257 1207970 20.0
Tetracosane 13.533 11.7 ng 705846 5 14.257 1207970 20.0
Hexanedioic aci... 13.716 13.0 ng 782839 5 14.257 1207970 20.0
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