LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acg On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 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 : 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-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF140072.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.169 7 13 18 rVB 38178 58148 4.60% 0.369%
2 3.981 313 321 329 rBV2 16041 29302 2.32% 0.186%
3 5.104 507 512 517 rvB2 11282 16658 1.32% 0.106%
4 5.498 573 579 590 rBV 794652 1031207 81.58%  6.540%
5 5.622 595 600 608 rvB 20188 31163 2.47% 0.198%
6 5.987 657 662 671 rVB2 69623 106865 8.45% 0.678%
7 6.122 677 685 691 rBV3 14818 33722  2.67% 0.214%
8 6.269 705 710 711 rBV 31411 41714  3.30% 0.265%
9 6.286 711 713 718 rVB 40987 46758 3.70% 0.297%
10 6.339 718 722 728 rVB3 7550 14142 1.12%  0.090%
11  6.504 744 750 759 rBV 767613 1000918 79.18% 6.348%
12 6.716 781 786 791 rBvV2 9882 15528 1.23% 0.098%
13 6.886 810 815 822 rBVY 713333 891502 70.52% 5.654%
14 7.163 854 862 865 rBv4 11300 19760 1.56%  0.125%
15 7.204 865 869 877 rvB2 13310 19516 1.54% 0.124%
16 7.281 877 882 886 rBVv3 15450 24360 1.93% 0.154%
17 7.445 901 910 0914 rBV 524397 694538 54.94%  4.405%
18 7.481 914 916 920 rw 14330 16580 1.31% 0.105%
19 7.533 920 925 929 rvv4 18181 29807 2.36% 0.189%
20 7.651 940 945 948 rBv4 6999 13524 1.07% 0.086%
21 7.692 948 952 959 rVB3 33775 56939 4.50% 0.361%
22 7.786 961 968 970 rBv4 12781 29200 2.31% 0.185%
23 7.816 970 973 976 rBVv3 14873 17525 1.39% 0.111%
24 7.910 982 989 992 rBV3 33623 64726 5.12% 0.410%
25 8.010 1004 1006 1009 rvB 18040 16073 1.27% 0.102%
26 8.075 1014 1017 1020 rBvV2 14245 16823 1.33% 0.107%
27 8.169 1020 1033 1040 rBV 899674 1264102 100.00%  8.017%
28 8.222 1040 1042 1046 rVB3 32673 36207 2.86% 0.230%
29 8.257 1046 1048 1055 rVB6 14815 19176 1.52% 0.122%
30 8.345 1055 1063 1064 rBV5 18889 36056 2.85% 0.229%
31 8.369 1064 1067 1071 rVB2 28495 35242  2.79%  0.224%
32 8.416 1071 1075 1078 rBv3 14917 21940 1.74% 0.139%
33 8.457 1078 1082 1086 rvB4 33517 47318 3.74%  0.300%
34 8.551 1095 1098 1101 rBV3 26570 30300 2.40% 0.192%
35 8.586 1101 1104 1106 rBV 14382 15916 1.26% 0.101%
36 8.675 1115 1119 1123 rBV4 66228 90807 7.18% 0.576%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acg On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 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 : 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-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 8.757 1129 1133 1137 rBV2 49675 66047 5.22% 0.419%
38 8.828 1142 1145 1149 rVv4 19830 27416  2.17% 0.174%
39 8.922 1158 1161 1163 rBV2 11796 15052 1.19% 0.095%
40 8.992 1167 1173 1178 rVWW3 61380 109243 8.64% 0.693%
41 9.122 1190 1195 1200 rVB6 24572 44514  3.52%  0.282%
42 9.186 1203 1206 1211 rVv4 31049 45848 3.63% 0.291%
43 9.239 1211 1215 1221 rVW 820774 1053143 83.31% 6.679%
44  9.322 1225 1229 1234 rWV 83234 113419 8.97%  0.719%
45 9.392 1238 1241 1245 rVB 32911 40977 3.24%  0.260%
46  9.510 1257 1261 1266 rVBS 24570 44412 3.51% 0.282%
47 9.580 1266 1273 1275 rBV4 42042 94742  7.49%  0.601%
48 9.639 1279 1283 1286 rBv4 59176 82462 6.52% 0.523%
49 9.698 1291 1293 1298 rVB2 33968 42267 3.34% 0.268%
50 9.792 1305 1309 1312 rBV4 25474 41126 3.25% 0.261%
51 9.851 1315 1319 1323 rVB 104656 130740 10.34% 0.829%
52 9.922 1326 1331 1336 rBV 785165 1000527 79.15%  6.345%
53 10.027 1346 1349 1354 rVB5 17671 23918 1.89%  0.152%
54 10.080 1355 1358 1361 rBV2 24429 39605 3.13% 0.251%
55 10.174 1370 1374 1378 rBv4 30109 42811 3.39% 0.272%
56 10.245 1383 1386 1392 rBV6 16634 35229 2.79% 0.223%
57 10.351 1398 1404 1408 rBV2 138047 214969 17.01% 1.363%
58 10.469 1421 1424 1430 rBvV4 19155 31600 2.50% 0.200%
59 10.569 1435 1441 1447 rVB2 59340 115307 9.12% 0.731%
60 10.633 1448 1452 1459 rVB 79912 114899 9.09%  0.729%
61 10.710 1459 1465 1476 rVB 353464 498030 39.40%  3.159%
62 10.827 1480 1485 1493 rVB 164990 285425 22.58% 1.810%
63 10.892 1493 1496 1499 rBvV 24509 32841 2.60% 0.208%
64 11.016 1514 1517 1520 rBV2 23440 36617 2.90% 0.232%
65 11.110 1530 1533 1536 rVB 23408 25218 1.99% 0.160%
66 11.274 1557 1561 1564 rBV 116424 158708 12.55% 1.007%
67 11.304 1564 1566 1572 rVB 74636 89428 7.07% 0.567%
68 11.410 1579 1584 1594 rBV2 675074 1070771 84.71% 6.791%
69 11.698 1629 1633 1638 rBV 97100 119174 9.43%  0.756%
70 11.933 1668 1673 1680 rVB2 123172 183558 14.52% 1.164%
71 12.021 1685 1688 1696 rVB3 44909 89677 7.09% 0.569%
72 12.104 1699 1702 1707 rBV 79727 99619 7.88% 0.632%
73 12.357 1742 1745 1748 rVB 26153 28359 2.24% 0.180%
74 12.498 1765 1769 1774 rVB 70045 94040 7.44%  0.596%
75 12.621 1786 1790 1794 rBV 259508 351437 27.80% 2.229%

76 12.663 1794 1797 1802 rVB 171698 221671 17.54%  1.406%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acg On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 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 : 0 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-BF101824 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 12.715 1803 1806 1813 rBV3 36842 66020 5.22% 0.419%
78 12.851 1824 1829 1836 rBY 204363 339374 26.85%  2.152%
79 12.992 1848 1853 1861 rVB 669395 857759 67.86% 5.440%
80 13.727 1976 1978 1985 rVB2 53644 79267 6.27%  0.503%
81 14.045 2027 2032 2045 rBV2 564832 976224 77.23%  6.191%
82 15.527 2280 2284 2296 rVB 308801 560077 44.31%  3.552%

Sum of corrected areas: 15767629
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Data Path
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 26 Oct 2024 21:01
: RC/JU
- P4509-01 2X

124

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\

BF140072.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEMI\BNA_F\Methods\8270-BF101824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF140072.D\data.ms
800000 5.498 6.504
6.886
600000
7.445
400000
200000
169 5.987 '
) 3.981 5.104 5.622 6158880/ | 6.716|| 7B@BIHE3ER
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/ﬁ‘r\\m\/\\/‘\\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF140072.D\data.ms
8.169 9.239 9.922
800000 12.992
11.410
600000
10.710
400000 12.621 5 651
12,663
- 11.933
200000 .85 11.698 | 12.104 12.49
9.322 g g39 091 12357 TRAL AN
I 286738 BRYENB9 4
o] S — — —— e e e e e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF140072.D\data.ms
14.045
800000
15.527
600000
400000
13.727
200000~/
0 T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*hkhkkkhkhhhhhhkx * ** *hkkkkk * * ** *hkkkkk * ** **

Peak Number 1 2-Pentenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.987 2.40 ng 106865 1,4-Dichlorobenzene-d4 6.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentenal, (E)- 84 C5H80 001576-87-0 64
2 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 53
3 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 53
4 1H-Imidazole, 4,5-dihydro-2-methyl- 84 C4H8N2 000534-26-9 50
5 Cyclopentanone, 2-(1-methylpropyl)- 140 C9H160 006376-92-7 47
Abundance Scan 662 (5.987 min): BF140072.D\data.ms (-657) (-) m/z 57.10 100.00%
57.1 84.1
41.0
5000
(T S
‘ ‘ ‘ 1251 140.2 5.60 5.80 6.00 6.20 6.40
0“HH‘HHiWthJ‘HMJHmwlMpmu‘uu‘uuwﬂuw‘up‘u‘ m/z 84.10 92.81%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #1591: 2-Pentenal, (E)-
558.0
29.0
84.0
5000 ‘\H\TAH\‘\J¥‘H\\‘\
5.60 5.80 6.00 6.20 6.40
m/z 55.05  73.14%
‘ ‘ 69.0
0 \‘H!\‘H\‘”1\H“H\‘\‘H‘}\“HHM ‘H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #1633: Furan, 2,3-dihydro-4-methyl-
55.0 84.0
IR S e
5.60 5.80 6.00 6.20 6.40
5000 m/z 69.10 69.60%
39.0
0 690
m/z--> 20 30 40 50 60 70 80 90 100110120130140 (\ f\ A
Abundance #1598: 2-Butenal, 3-methyl- _“A‘A““‘/N“““‘
84.0 5.60 5.80 6.00 6.20 6.40
55.0 m/z 41.05 61.25%
41.0
5000
27.0
‘ ‘ 69.0
Ol M e A e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 2 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.322 2.27 ng 113419  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Heptacosane 380 C27H56 000593-49-7 78
3 Tetradecane 198 C14H30 000629-59-4 76
4 Hexadecane 226 C16H34 000544-76-3 72
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 1229 (9.322 min): BF140072.D\data.ms (-1225) (-) m/z 57.05 100.00%
57.0
F 9.00 9.20 9.40 9.60 |
9.1 193.2 : : : :

ol AL 802 o Wz 43.10 67.55%

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

Abundance #158598: Nonadecane

57.0
5000 L L I R L I |
9.00 9.20 9.40 9.60
m/z 71.05 49.36%
O T \“\ \“‘\“U \“‘\ h“ \“‘ \1\4.\]-‘0\1-\8\3\? L ‘2\68\ \0\ ‘ L ’ T T
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
T
9.00 9.20 9.40 9.60
5000 m/z 41.05 36.63%
0 L5 q ‘ uh\ u\\ “ | :!-4% 9]\'83 0 225 0267.0309.0 389'( Mw
e e
m/z--> O 100 150 200 250 300 350
Abundance #74004: Tetradecane A ERERR
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.74%
- JJJUA
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.851 2.61 ng 130740  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
4 Qctacosane 394 C28H58 000630-02-4 78
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 78
Abundance Scan 1319 (9.851 min): BF140072.D\data.ms (-1315) (-) m/z 57.10 100.00%
57.1
5000
85.1
— —r
9.50 10.00
113.1 145.2 1741
0 H‘_HA‘MHH_AmmJ_Hu_wwwwmﬁ‘l?‘%m n/z 43.10  71.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — —
9.50 10.00
290 85.0 m/z 71.10 54.21%
O L ‘ \‘\‘\ \ T \H“ T \H} T T \“]\-\].\3’\‘()\\]\-\4‘]_\ 9 \}\62 \()‘ \]\-\9\7‘ 9 \\2‘2\6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
— —
9.50 10.00
m/z 85.10 34.13%
5000 85.0
29.0
0 Ll 11301410 1600 2120
A B A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester — ——
57.0 9.50 10.00
m/z 41.05 31.56%
5000 85.0
29.0 113.0
0‘H‘wuﬁ‘wwﬁhﬂuuw‘hw‘HM‘H_‘HM‘HM‘HM‘H - —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Pentadecane, 7-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.351 4.30 ng 214969  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
Abundance Scan 1404 (10.351 min): BF140072.D\data.ms (-1398) (- m/z 57.10 100.00%
57.1
5000
— —
10.00 10.50
113.1 149.1
0 m‘mn“mhuu“mm“_ww“““‘?7‘7“1‘?92‘??5?2‘ m/z 43.10 70.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 — e
10.00 10.50
290 85.0 m/z 71.10 52.76%
O L ‘ \‘\‘\ \ T \H“ T \H} T T \“]\-\].\3’\‘()\\]\-\4‘]_\ 9 \]‘-\62 \()‘ \]\-\9\7‘ 9 \\2‘2\6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
Il —r
10.00 10.50
5000 m/z 85.10 36.12%
85.0
29.0
112.0
B R M T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane o —
57.0 10.00 10.50
m/z 41.10 33.26%
5000
85.0
29.0
o L am0am0 s
e e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.569 2.30 ng 115307  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 80
2 Tridecane 184 C13H28 000629-50-5 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 59
Abundance Scan 1441 (10.569 min): BF140072.D\data.ms (-1435) (- m/z 57.10 100.00%
57.1
85.1 i ‘
10.50
113.2 169.2
0 A g A0 PRE19322102 sy 71010 47.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 —— :
85.0 10.50
m/z 43.10 46.17%
29.0 170.0
O\\\‘\‘\‘\\‘\\\H“\\“\\“l\\\“‘]\_:’-}‘2\(‘)\‘\]\_\4‘]_\\()\\‘\\‘\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
1T I
10.50
5000 m/z 85.10 26.07%
29.0 85.0
0 “ \ ‘\ \“ \\‘ Il 1130 L 141.0 184.0
R B e RASRaR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane T
57.0 10.50
m/z 41.10 23.53%
5000 85.0
29.0
H“H“‘H“_“‘_“‘_“w“‘w“‘w“u“‘u“u““ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Benzophenone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.633 2.30 ng 114899  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
3 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 N-cyanobenzamide 146 C8HEN20 015150-25-1 47
Abundance Scan 1452 (10.633 min): BF140072.D\data.ms (-1448) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0
= —
10.50 11.00
152.1
Ob e U 32700 2162 s 77,10 64.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — i
10.50 11.00
51.0 m/z 182.10  55.88%
o210 | | 12701520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 U =
10.50 11.00
5000 m/z 51.00 28.90%
51.0
NE LN T I . L N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile =T T
105.0 10.50 11.00
m/z 181.10 12.17%
77.0
5000
51.0
ook 1280 1500 180 e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.827 5.33 ng 285425  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane 184 C13H28 000629-50-5 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 86
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 1485 (10.827 min): BF140072.D\data.ms (-1480) (- m/z 57.10 100.00%
57.1
200 w
Fg ) 105 110
183.2 . .
om‘h I L BA1250% 2408 m/z 43.10 63.17%
mfz--> 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — e
10.50 11.00
F oo m/z 71.10 57.49%
O \“‘\ ‘\‘ “ “ \“‘\ H“ \“ \]r\4\]-‘0\1-\8\2\0‘ T \2\49‘0\ L ‘ T 1T ‘ T 1T
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
— —r
10.50 11.00
5000 m/z 85.10 33.57%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00
m/z 41.10 30.73%
ol L ‘\ L F | 1‘41‘0 1830‘2250‘2670 3230 380
T T T e e R — —r
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.274 2.96 ng 158708  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1561 (11.274 min): BF140072.D\data.ms (-1557) (- m/z 57.10 100.00%
57.1
e e
h 99.1 1551 11.00 11.50
ol b u |y, 3551 10921 2202 m/z 43.10 67.71%
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0
5000 — e
11.00 11.50
m/z 71.10 59.24%
270 99.0
04— ‘\ ‘\“ ““\ ‘“‘ \H‘\ H“ \“ T ‘]\_4\;’0‘\ \18\3\0‘ T T T ‘2\68\9 T
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
P o
11.00 11.50
5000 m/z 85.10 38.66%
99.0
ol T 20 aspo2i20
miz--> 50 100 150 200 250
Abundance #176386: Eicosane T ——
57.0 11.00 11.50
m/z 41.10 29.51%
20 %0 1m0 1m0 22s0  ee
e e e —r —r
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.698 2.23 ng 119174  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1633 (11.698 min): BF140072.D\data.ms (-1629) (- m/z 57.10 100.00%
57.1
F e P
141.0 : g
ol d b da 340 20322442 nw/z 43.10  65.23%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —— —
11.50 12.00
m/z 71.10 56.47%
O T “\ \‘ “‘ h \h\ “‘ \‘ \]‘-\4\]_0\]\-8\3\0‘2\2\5\ c\) ‘2\67\ \0\ 3\2\3\()\ ‘ \3\8(\) \(
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
e e
11.50 12.00
5000 m/z 85.10 37.25%
0 \ ‘ L4 F?Q 141.0 183.0 226.0
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane T —
57.0 11.50 12.00
m/z 41.10 29.47%
b mm
0 \‘ | H\ F L ]\'41 0183.0 268.0
A —r —r
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acq On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.43 ng 183558  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1673 (11.933 min): BF140072.D\data.ms (-1668) (. m/z 60.00 100.00%

60.0
5000
129.0 192.1
97.1 T
| 157.1 597 9 256.2 12.00
[ m/z 73.00 98.71%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
m/z 43.10 95.02%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

12.00
5000 129.0 m/z 57.10 81.75%
199.0
R o W M

ST o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46984: 8-Methylnonanoic acid ——
43.0 73.0 12.00

129.0
m/z 55.10 80.39%

- M\/\/\J\M

0 H‘ “\“W MH ﬂ)‘ \H‘\ | 1l 172.0
FHH e e

7
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102624\
Data File : BF140072.D

Acg On : 26 Oct 2024 21:01
Operator : RC/JU

Sample : P4509-01 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824 .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]|
2-Pentenal, (E)- 5.987 2.4 ng 106865 1 6.886 891502 20.0
Nonadecane 9.322 2.3 ng 113419 3 9.922 1000530 20.0
Hexadecane 9.851 2.6 ng 130740 3  9.922 1000530 20.0
Pentadecane, 7-... 10.351 4.3 ng 214969 3  9.922 1000530 20.0
Dodecane 10.569 2.3 ng 115307 3  9.922 1000530 20.0
Benzophenone 10.633 2.3 ng 114899 3 9.922 1000530 20.0
Heptadecane 10.827 5.3 ng 285425 4 11.410 1070770 20.0
Pentadecane 11.274 3.0 ng 158708 4 11.410 1070770 20.0
Heptacosane 11.698 2.2 ng 119174 4 11.410 1070770 20.0
n-Hexadecanoic ... 11.933 3.4 ng 183558 4 11.410 1070770 20.0
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