LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : 07 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139699.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.122 3 5 17 rVB 792241 1051949 83.12% 5.097%
2 5.069 497 506 517 rVB 46693 68637 5.42% 0.333%
3 5.481 567 576 586 rBV 690041 890797 70.39% 4.316%
4 6.393 728 731 738 rBV3 12768 20407 1.61% 0.099%
5 6.493 743 748 763 rVB 691510 904245 71.45% 4.381%
6 6.693 778 782 790 rBv4 20011 33426 2.64% 0.162%
7 6.863 806 811 818 rVB 403441 497711 39.33%  2.412%
8 7.134 851 857 861 rBV5 20001 29851 2.36% 0.145%
9 7.181 861 865 871 rVB2 6875 15111 1.19% 0.073%
10 7.257 871 878 881 rBv4 26099 44337 3.50% 0.215%
11  7.422 896 906 910 rBV 441144 624764 49.37%  3.027%
12 7.457 910 912 915 rVB 35736 36013 2.85% 0.174%
13 7.504 915 920 924 rVB5 31714 48554 3.84% 0.235%
14 7.551 924 928 931 rBV5 15898 28205 2.23% 0.137%
15 7.669 944 948 955 rVB4 68677 111012 8.77% 0.538%
16 7.787 956 968 972 rBV5 55152 142757 11.28% 0.692%
17 7.828 972 975 978 rVW4 21680 29797 2.35% 0.144%
18 7.857 978 980 982 rVWW3 20117 23866 1.89% 0.116%
19 7.887 982 985 991 rVVe 35356 70149 5.54% 0.340%
20 7.963 995 998 1000 rvv4 24822 33711 2.66% 0.163%
21 8.016 1004 1007 1010 rBV3 27241 33986 2.69% 0.165%
22 8.051 1010 1013 1016 rVvVv2 32691 40223 3.18% 0.195%
23 8.145 1017 1029 1035 rVV 512265 896992 70.88%  4.346%
24  8.198 1035 1038 1041 rVV3 81664 109680 8.67% 0.531%
25 8.234 1041 1044 1051 rVB6 29729 48766  3.85% 0.236%
26  8.322 1056 1059 1060 rVV2 26304 32651 2.58% 0.158%
27 8.345 1060 1063 1066 rVB2 41151 49968 3.95% 0.242%
28 8.434 1074 1078 1082 rBV5 79733 116788 9.23% 0.566%
29 8.528 1091 1094 1097 rBV3 43356 49271 3.89% 0.239%
30 8.563 1097 1100 1102 rBV 69144 80132 6.33% 0.388%
31 8.651 1111 1115 1118 rBV2 94567 123527 9.76% 0.599%
32 8.734 1125 1129 1133 rBV 178134 237844 18.79% 1.152%
33 8.898 1154 1157 1159 rBV4 31603 43370  3.43% 0.210%
34 8.969 1166 1169 1173 rBV3 88683 100479 7.94% 0.487%
35 9.092 1187 1190 1195 rBV4 63887 102296 8.08%  0.496%

36 9.163 1199 1202 1207 rVV3 132650 172409 13.62% 0.835%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : 07 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF100124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.222 1207 1212 1216 rVB 713525 874622 69.11% 4.238%
38 9.298 1221 1225 1229 rBV 346303 451839 35.70%  2.189%
39 9.369 1235 1237 1241 rVB 93873 102045 8.06% 0.494%
40 9.539 1262 1266 1267 rBvV3 85075 113123 8.94% 0.548%
41  9.616 1275 1279 1282 rBv4 227621 334909 26.46% 1.623%
42 9.675 1287 1289 1293 rVB2 107207 126636 10.01% 0.614%
43 9.828 1311 1315 1319 rVB 422589 510988 40.38% 2.476%
44  9.898 1323 1327 1331 rVB 428701 576176 45.53% 2.792%
45 10.063 1351 1355 1356 rBV 89059 116085 9.17% 0.562%
46 10.151 1366 1370 1374 rBV4 139932 204010 16.12% 0.989%
47 10.222 1379 1382 1387 rBV6 61986 127773 10.10% 0.619%
48 10.328 1396 1400 1404 rBV 560346 670897 53.01%  3.251%
49 10.545 1432 1437 1443 rBV 295946 482707 38.14% 2.339%
50 10.610 1444 1448 1455 rVV3 130804 263964 20.86% 1.279%
51 10.686 1455 1461 1466 rVV2 273760 418128 33.04% 2.026%
52 10.804 1476 1481 1490 rVB 773039 1265514 100.00% 6.132%
53 11.251 1552 1557 1560 rBV 594226 829708 65.56% 4.020%
54 11.281 1560 1562 1568 rVB 311591 367357 29.03% 1.780%
55 11.386 1576 1580 1584 rBV 405852 585207 46.24% 2.836%
56 11.628 1618 1621 1625 rBV2 75263 90316 7.14% 0.438%
57 11.675 1625 1629 1634 rVV 521770 623805 49.29% 3.023%
58 11.910 1666 1669 1676 rVB3 103251 172154 13.60% 0.834%
59 12.080 1694 1698 1703 rVB 453084 552369 43.65% 2.676%
60 12.363 1744 1746 1750 rVB 62810 66881 5.28% 0.324%
61 12.469 1761 1764 1769 rVB 361577 437933 34.61% 2.122%
62 12.604 1783 1787 1791 rBV 137836 186768 14.76% 0.905%
63 12.839 1821 1827 1832 rVB2 324663 529084 41.81% 2.564%
64 12.969 1845 1849 1858 rVB 609805 823021 65.03%  3.988%
65 13.198 1884 1888 1895 rBV 202100 298386 23.58% 1.446%
66 13.539 1943 1946 1951 rBV 137967 181761 14.36% 0.881%
67 13.869 2000 2002 2013 rVB2 127439 230084 18.18% 1.115%
68 14.027 2025 2029 2040 rVB2 369141 588135 46.47%  2.850%
69 15.504 2276 2280 2295 rVB2 237733 491924 38.87% 2.384%

Sum of corrected areas: 20637990
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @07 Oct 2024 21:18
: RC/JU
. P4288-03 2X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
BF139699.D

: 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0
Time-->

TIC: BF139699.D\data.ms

122
5.481 6.493

7.422
6.863

5.069 ) gé‘“
. 7
6.393 6.693)| 7A3%

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

1000000

800000

600000

400000

200000

TIC: BF139699.D\data.ms
10.804

9.222

11251 12.969

12.469 ;5 gag

13.198

2.604

0
Time-->

— — — — — — 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1000000

800000

600000

400000

200000

TIC: BF139699.D\data.ms

14.027

15.504

13539 13.869
/\)

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\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 2

R.T. EstConc Area Relative to ISTD R.T.
2.122  42.27 ng 1051950 1,4-Dichlorobenzene-d4 6.863
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 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 5 (2.122 min): BF139699.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
87.1
AR IRRRRRRAE
‘ 91 ‘ 2.202.302.402.50
O 22 e m/z 43.10  46.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL B L L I L IR
43.0 2.202.302.402.50
’ 87.0 m/z 55.10 30.73%
29.0
M‘ \‘\“ LQ‘O ‘\
O\‘\\\\‘\\\\‘f\f\‘\f\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 A
2.202.302.402.50
5000 41.0 55.0 ITI/Z 87.10 26.51%
27.0
0 H\ ‘m \“ i 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARRRRERESEEAES
73.0 2.202.302.402.50
m/z 41.10 15.04%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e R —
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\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.734 5.30 ng 237844  Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
3 Dodecane 170 C12H26 000112-40-3 58
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 58
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 1129 (8.734 min): BF139699.D\data.ms (-1125) (-) m/z 57.10 100.00%
57.1
85.1
R RARREEE
M ™ 113‘1'0 L1 1842 8.40 8.60 8.80 9.00
bl g WAL L1991 1842, 43,10 84.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59025: Tridecane
57.0
5000 L B R B B
8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.18 46.77%
o \‘ Ll “‘ L1130 1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
R RRRaEE e RAREE
8.40 8.60 8.80 9.00
m/z 41.10 43.42%
5000 850 /
29.0 141.0
Ol b i T30 169.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45478: Dodecane ERamas T R
57.0 8.40 8.60 8.80 9.00
m/z 85.10 28.73%
5000
85.0
29.0
ol 120 a0 1700
e e e A e e e R R REEEREEREE
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\

Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24  Sample Multip

lier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M

Quant Title

TIC Library : C:\Database\NI
TIC Integration Parameters: LS

ST20.L
CINT.P

: 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 3 Bacchotricuneatin c Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.163 5.98 ng 172409  Acenaphthene-di10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 52
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 52
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 52
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 47
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 47

Abundance Scan 1202 (9.163 min): BF139699.D\data.ms (-1199) (-) m/z 57.10 100.00%
57.1
" MLJ\W\/\
145.1 b ——
71 ‘ 1832 8.80 9.00 9.20 9.40
ob b d D 1832 m/z 71.10  75.47%
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
39 1120
5000 L L L B L R B
8.80 9.00 9.20 9.40
m/z 43.10 56.02%
0 ‘H | \il-g\‘l? " 2450 342'
L ‘ T T ‘ UL ‘ T T ‘ L ’ L ‘
miz--> 50 100 150 200 250 300
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
e ARRRRRRERRERRR
8.80 9.00 9.20 9.40
5000 ITI/Z 41.10 37.92%
113.0
0‘\“ \!\ ‘\“H‘ M““‘\‘\:!-8\3\.0‘\\\\‘\\\\’\\\\ MAM
miz--> 50 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl- B Raaa e ARARRARsa
57.0 8.80 9.00 9.20 9.40
m/z 85.10 28.45%
) MM/\
113.0
0 “ I ‘ P b
m/z--> 50 100 150 200 250 300 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.298 15.68 ng 451839  Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 90
3 Dodecane 170 C12H26 000112-40-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1225 (9.298 min): BF139699.D\data.ms (-1221) (-) m/z 57.10 100.00%
57.1
5000
85.1
 EARAREESEEEE R
9.00 9.20 9.40 9.60
112.1 193.2
0 bl e, 14511692 952z 43.18 79.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
5000 UL L B I B AL LR
85.0 9.00 9.20 9.40 9.60
29.0 m/z 71.10 47.47%
11
0 \\\‘\‘\‘\ \ T \H ‘ T \“\ T “1‘\ T \“‘ TT }\"?’\‘0\‘\]\-\4“]-\\()\ \]‘-\6%\0‘ T \1\9\?\()\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
S EARAREESEEEE
9.00 9.20 9.40 9.60
5000 m/z 41.10 43.24%
85.0
29.0 126.0
SN 0 ST S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45478: Dodecane R ERmEES T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.69%
5000
85.0
29.0
oL 1120 1410 1700
“w‘H“H‘w‘H“H‘w‘H“H‘W‘H“H‘W‘H“H‘w  EARAREE A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 5 1-Octadecanesulphonyl chloride Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.616 11.63 ng 334909  Acenaphthene-d10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 72
2 Hexadecane 226 C16H34 000544-76-3 64
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1279 (9.616 min): BF139699.D\data.ms (-1275) (-)| | m/z 57.10 100.00%
57.1
Fe o
‘991 1321 1742 9.50 10.00
ol ﬂ‘w‘ww [ ll2082 m/z 43.10  90.45%
miz--> 50 100 150 200 250
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 —— ——
1.0 9.50 10.00
m/z 71.10 77.15%
\“ “M‘\u\ '0 175.0 288.(
0 T T T \“ i \m\‘f ‘ \‘ \‘\ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
P e
9.50 10.00
5000 m/z 41.10 46.33%
99.0
27,0
oL, ‘H‘ “‘\ il u“\ Hw ”‘ A ‘]‘-4‘1"0‘ ‘18\3‘0‘ ‘2‘2‘6‘-0‘ T M
m/iz--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— —
57.0 9.50 10.00
m/z 55.10 40.407%
5000
1130 169.0
oL 2O Ll ano 2670 I
miz--> 50 100 150 200 250 9.50 10.00

8270-BF100124.M Tue Oct 08 15:07:07 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.828 17.74 ng 510988 Acenaphthene-d10 9.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 83
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
Abundance Scan 1315 (9.828 min): BF139699.D\data.ms (-1311) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —
9.50 10.00
113.1 145.1 1741
0 m‘mm“euu_w‘m1”u‘_m_m_‘H_Mw‘z“l?‘?w m/z 43.10 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 — .
85.0 9.50 10.00
29.0 m/z 71.10 50.70%
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
— ——
9.50 10.00
5000 m/z 41.10 36.35%
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 #74005: Tetradecane “ ——
57.0 9.50 10.00
m/z 85.10 33.61%
5000 85.0
29.0
0 H“‘u\‘“uHH_‘wwﬁ%ﬁ?&%&?&699}2?9”\”\ S o)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF100124.M Tue Oct 08 15:07:09 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Nonane, 4,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.151 7.08 ng 204010  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 64
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 64
3 Dodecane 170 C12H26 000112-40-3 62
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 58
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 53

Abundance Scan 1370 (10.151 min): BF139699.D\data.ms (-1366) (- m/z 57.10 100.00%

57.1
5000

T
10.00 10.50

Y ‘m” bl “m‘”‘ “”‘ M AL Wz 43.10  92.50%
m/z--> 50 100 150 200 250 300
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
5000 e ——
85.0 10.00 10.50

m/z 71.10 58.60%

‘ 126.0

0+ \‘\ \“‘ iy H‘ \“ T h\ L s B B

m/z--> 50 100 150 200 250 300

Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0

T
10.00 10.50

5000 ITI/Z 41.10 52.26%
oL i | 190 1e30 290 2010 m
m/z--> 50 100 150 200 250 300
Abundance #45480: Dodecane T —
57.0 10.00 10.50
m/z 55.10 45.39%
- W
98.0 170.0
e R
m/z--> 50 100 150 200 250 300 10.00 10.50

8270-BF100124.M Tue Oct 08 15:07:10 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.328 23.29 ng 670897  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1400 (10.328 min): BF139699.D\data.ms (-1396) (- m/z 57.10 100.00%
57.1
5000
85.1
— ——
h 113.1 141.2167.1 22 1000 1050
Obrrprreetir i Al b 2 107 1 196.2 22638 7 43,10 75.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — RN,
10.00 10.50
290 85.0 m/z 71.10  52.16%
0 “ ‘ 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
— —
10.00 10.50
5000 m/z 41.10 37.36%
85.0
29.0
oo Ll 0o e
b e et el e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90189: Pentadecane “ T
57.0 10.00 10.50
m/z 85.10 34.79%
5000 85.0
29.0
0 \‘ 1l H \‘\ il 11? 0\141 0 169.0 212.0
o e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF100124.M Tue Oct 08 15:07:11 2024 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 07

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
BF139699.D

Oct 2024 21:18

: RC/JU
. P4288-03 2X

. 24

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 3,6-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.545 16.76 ng 482707 Acenaphthene-dle 5.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 Cl32s 017301-28-9 87

2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
3 Heptacosane 380 C27H56 000593-49-7 72
4 Nonadecane 268 C19H40 000629-92-5 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1437 (10.545 min): BF139699.D\data.ms (-1432) (- m/z 57.10 100.00%
57.1
20 M
‘ F 1050 |
169.2 .
ob “M‘ L, 2208 2252 . m/z 43.10 50.89%
m/z--> 50 100 150 200 250 300 350
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 — :
10.50
m/z 71.10 45.22%
O\‘\‘\“‘\‘1‘\‘\“‘\“\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
—— ‘
10.50
5000 ITI/Z 41.10 26.71%
““ Attt
m/z--> 0 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 10.50
m/z 85.10 23.08%
- N&NLAANVV]\w«AJ\»VJW
oL L | F | ‘1410183022502670 8230 3804
““‘ R B e e ——
m/z--> 50 100 150 200 250 300 350 10.50

8270-BF100124.M Tue Oct 08 15:07:13 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.610 9.16 ng 263964  Acenaphthene-di10 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 5-0x0-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 43
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 43
Abundance Scan 1448 (10.610 min): BF139699.D\data.ms (-1444) (| m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.0
—— —
10.50 11.00
152.1
Obr bt b 2182 7765 72.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e —
10.50 11.00
510 m/z 182.10  51.58%
0 27.0 L 152.0 I
‘\\\\“\\\\’\\\”\‘\\\\‘\\\\’\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
= =
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.85 33.07%
0 ‘\ m‘ ‘ 154.0 .
AR R RAARAmamaEESE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30106: Benzenecarbothioic acid, S-methyl ester — —
105.0 10.50 11.00
m/z 181.10  12.51%
77.0
5000
51.0
152.0
o"\‘u_w‘u,mwuw_‘m,‘HWHwwm_mww — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00

8270-BF100124.M Tue Oct 08 15:07:14 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.804 43.25 ng 1265510  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 1481 (10.804 min): BF139699.D\data.ms (-1476) (- m/z 57.10 100.00%
57.1
— ——
‘ F 14111832 10.50 11.00
ol b b h‘wm‘,‘H‘_‘2‘49‘3””,””_‘” m/z 43.10  71.56%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — e
10.50 11.00
m/z 71.10 56.32%
O \‘\ ‘\ ‘ H‘ \“‘\ ““ \“ \]‘-\4\]_’0\1\-8\3\0‘ T T T ‘2§§9\ ’ T 1T ‘ UL
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
— ——
10.50 11.00
5000 m/z 85.10 34.02%
oL ‘L‘ L ‘F?O‘ 141.0183.0 226.0
i T e T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane o —
57.0 10.50 11.00
m/z 41.10 33.91%
h ﬂw¢x}lwﬂ%J\A/fxmA\Jk
9.0
oL L |y % | 141.0183.0225.0267.0 323.0 380.
e T T T T T T — —
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF100124.M Tue Oct 08 15:07:15 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Octadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.251 28.36 ng 829708  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1557 (11.251 min): BF139699.D\data.ms (-1552) (- m/z 57.10 100.00%

57.1
5000

——
h 99.1 1412 182.2 11.00 11.50
b ALy e 182.22142 2543 m/z 43.10  73.03%

m/z--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0

5000 — e
11.00 11.50

m/z 71.10 53.53%

99.0
o260l L1 140 1s0 20
mi/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

—
11.00 11.50

o

5000 m/z 85.10 36.77%
99.0
Jiso | ||, 3410 1830 250 296
e
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane e —
57.0 11.00 11.50

m/z 41.10 34.25%

- m
| ‘99 0
\ L

0 2@\0‘ -0 141.0 183.0 226.0

— —
miz--> 50 100 150 200 250 11.00 11.50

8270-BF100124.M Tue Oct 08 15:07:17 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.281 12.55 ng 367357  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Tridecane 184 C13H28 000629-50-5 83
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 80
4 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74

Abundance Scan 1562 (11.281 min): BF139699.D\data.ms (-1560) (- m/z 57.10 100.00%

57.1
5000
85.1
—— -
11322
184.1 11.00 11.50
O et b L 49521, 2181 253.3 m/z 71.10  66.96%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

i m
5000 — —
85.0 11.00 11.50
290 30 m/z 43.10 48.93%
0 h |40 18300110 2530080
’HH‘HH‘HH‘\H\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59027: Tridecane
57.0
—— —
11.00 11.50
m/z 85.10 37.18%
50001, o 85.0 /

H30a10 87

e

L -
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0 11.00 11.50
m/z 41.10 24.21%
5000 85.0
113 01410
29. 0‘ ‘ 183.0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00 11.50

8270-BF100124.M Tue Oct 08 15:07:18 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.675 21.32 ng 623805 Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1629 (11.675 min): BF139699.D\data.ms (-1625) (- m/z 57.10 100.00%
57.1

T
99.1 11.50 12.00

1412
ol bl 24he 1832 2252 2683 .., 43,10 73.67%

miz--> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000

T
11.50 12.00
m/z 71.10 55.26%

99.0 140.0
182.0
0—— ‘\““H‘\ H‘ e h“ ety !‘ T \“\ T \2\26\0\ T T
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0

T
11.50 12.00

5000 m/z 85.10 38.80%
99.0
ol g, 4D 1880 2680
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane T —
57.0 11.50 12.00
m/z 41.10 33.78%
5000
‘ 99.0
ot LU AL | 340 1830 2250 206 R
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF100124.M Tue Oct 08 15:07:19 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Nonanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.910 5.88 ng 172154  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 64
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Hexadecane 226 C16H34 000544-76-3 22
5 1-Threitol, 2-0-nonyl- 248 C13H2804 163776-15-6 22
Abundance Scan 1669 (11.910 min): BF139699.D\data.ms (-1666) (- m/z 43.10 100.00%
43.1
73.0
5000
1291 —r
213.2
I H \‘\ | HH \11\ | 2562 1200 B
e N M P ASUEN N KPRt v m/z 57.10  91.35%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #35300: Nonanoic acid
60.0
5000 T
115.0 12.00
m/z 41.10 64.99%
29.0 ‘
OH\‘\‘!“H‘[‘!‘HH\‘H‘ “‘\“h\\}““\\\\‘\\\\‘\]\-\5\8‘\\0\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.00
5000 129.0 m/z 71.10 63.64%
|
NI Y 0 O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid —
43.0 73.0 12.00
' m/z 73.00 58.27%
5000
129.0
0T O
m/z--> 20 40 60 80 100120140160180200220240260 12.00

8270-BF100124.M Tue Oct 08 15:07:21 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.081 18.88 ng 552369  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 1698 (12.080 min): BF139699.D\data.ms (-1694) (- m/z 57.10 100.00%
57.1
200 JJ\\q“fV\J\\J\MA\A\J
‘ 99.1 12.00 |
71411 2432 :
ol dla gy 14T 1072 2432 2823 4310 73.00%
miz-> 50 100 150 200 250
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — :
12.00
m/z 71.10 55.25%
99.0 140.0
182.0
O ‘\““‘\ H‘ \m\h“ \“‘\‘\ !‘ T \“\ T \2\26\0\ T T
miz--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
— T \
12.00
5000 m/z 85.10 38.23%
99.0
Lo SN R A S
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T
57.0 12.00
m/z 41.10 32.12%
5000
‘ 99.0
41.0
0260 || 1L M0 1830 2250 296 o
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.469 14.97 ng 437933  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
Abundance Scan 1764 (12.469 min): BF139699.D\data.ms (-1761) (- m/z 57.10 100.00%
57.1
99.1 12:50
To1411 :
ol b ol Ly 1411 1832 2252 2751 . 43,10 72.04%
miz-> 50 100 150 200 250
Abundance #194589: Heneicosane
57.0
5000 R
12.50
990 eto po6.c m/z 71.10 55.70%
189 | h | | | 1410 1830 2250
O+t ‘M\ I \‘H\“‘ \H o }‘ "‘\ “\ iy “ I L \“
miz--> 50 100 150 200 250
Abundance #123959: Heptadecane
57.0
——
12.50
5000 m/z 85.10 39.74%
99.0
oLl Ll 410 a0 200
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane —
57.0 12.50
m/z 41.10 31.57%
- Mm}\l
99.0
L1, 1410 1830 268.0
O e il e
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\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.198 10.15 ng 298386  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 1888 (13.198 min): BF139699.D\data.ms (-1884) (- m/z 57.10 100.00%

57.1
5000

T
13.00 13.50

9.1
141.1 220.1
Ol bl B8 2200 2001 L. 4316 70.89%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — ——
13.00 13.50

m/z 71.10  55.40%

9.0
0154“ |4 1#410183.02050  296.0
\\f\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
13.00 13.50

5000 m/z 85.10 39.84%
ol L \ | F ‘1‘410183022502670 323.0 380.
A I R A T R e R B
m/z--> 0 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T ——
57.0 13.00 13.50

m/z 41.10 27.39%

T

9.0
oLl “ |1, 141.0183.0225.0267.0  338.0
e kT R830225.0267.0 3380

T ‘ ‘
m/z--> 0 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\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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 Docosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.539 6.18 ng 181761  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1946 (13.539 min): BF139699.D\data.ms (-1943) (- m/z 57.10 100.00%
57.1
5000 M
9.1 1350 |
141 1 :
ol A dlhd 1411183.1225.1267.0 3202 0 4310 71.23%
miz--> 50 100 150 200 250 300 350
Abundance #212282: Docosane
57.0
5000 —— :
13.50
9.0 m/z 71.10 57.00%
L ‘ “ ‘\ h‘ \‘ 1 (\) ]\_8\3 0 239.0 31(\).0
O\\\“\\‘\‘\‘\‘\\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
R \
13.50
5000 m/z 85.10 42 .68%
9.0
oL L1 141018300050 2050 3520
— A
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 13.50
m/z 41.10 27.51%
e W
oL L | F |y 141.0 183.0 225.0 267.0 3230 _ 3804
e R B e e ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : @7 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Heptadecane, 9-octyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.869 7.82 ng 230084  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2002 (13.869 min): BF139699.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1
5000 M
— ——
99.1 13.50 14.00
41 l 230 1 . .
ol dhd Ll attaee ST 2751 3198 0T 4s 1 71.36%
miz--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
5000 — e
13.50 14.00
09.0 m/z 71.10 56.00%
141.0
oito 1|1 10180250 2900
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
— ——
13.50 14.00
5000 m/z 85.10 42 .69%
99.0
ol—L ‘ Ly , 141.0 183.0 2250 282.0 M
e T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- I T
57.0 13.50 14.00
m/z 41.10 27.47%
99.0
R | o 340 1830 z f°28103230
e e e i o — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100724\
Data File : BF139699.D

Acqg On : 07 Oct 2024 21:18
Operator : RC/JU

Sample : P4288-03 2X

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF100124.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... 2.122 42.3 ng 1051950 1 6.863 497711 20.0
Tridecane 8.734 5.3 ng 237844 2 8.145 896992 20.0
Bacchotricuneat... 9.163 6.0 ng 172409 3 9.904 576176 20.0
Tetradecane 9.298 15.7 ng 451839 3 9.904 576176 20.0
1-Octadecanesul... 9.616 11.6 ng 334909 3 9.904 576176 20.0
Pentadecane 9.828 17.7 ng 510988 3 9.904 576176 20.0
Nonane, 4,5-dim... 10.151 7.1 ng 204010 3  9.904 576176 20.0
Hexadecane 10.328 23.3 ng 670897 3 9.904 576176 20.0
Undecane, 3,6-d... 10.545 16.8 ng 482707 3 9.904 576176 20.0
Benzophenone 10.610 9.2 ng 263964 3 9.904 576176 20.0
Nonadecane 10.804 43.3 ng 1265510 4 11.386 585207 20.0
Octadecane 11.251 28.4 ng 829708 4 11.386 585207 20.0
Hexadecane, 2,6... 11.281 12.6 ng 367357 4 11.386 585207 20.0
Dodecane, 2-met... 11.675 21.3 ng 623805 4 11.386 585207 20.0
Nonanoic acid 11.910 5.9 ng 172154 4 11.386 585207 20.0
Eicosane 12.081 18.9 ng 552369 4 11.386 585207 20.0
Heneicosane 12.469 15.0 ng 437933 4 11.386 585207 20.0
Heptacosane 13.198 10.2 ng 298386 5 14.027 588135 20.0
Docosane 13.539 6.2 ng 181761 5 14.027 588135 20.0
Heptadecane, 9-... 13.869 7.8 ng 230084 5 14.027 588135 20.0
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