LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample : Q1416-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141772.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.398 557 562 582 rBVY 637209 1033773 75.85% 4.310%
2 6.422 731 736 749 rBV 682782 1068277 78.38% 4.454%
3 6.610 763 768 774 rBV2 58486 80528 5.91% 0.336%
4 6.781 792 797 803 rBV 388424 508423 37.30% 2.120%
5 6.834 803 806 810 rVB 14077 16465 1.21% 0.069%
6 6.922 818 821 825 rBvV2 16748 21234 1.56% 0.089%
7 7.051 832 843 846 rBv2 40129 77791 5.71% 0.324%
8 7.098 846 851 858 rvB2 31193 80155 5.88% 0.334%
9 7.169 858 863 867 rBV2 43051 60662 4.45% 0.253%
10 7.245 872 876 878 rBV2 16560 22892 1.68% 0.095%
11 7.310 882 887 888 rBv2 46007 51633 3.79% 0.215%
12 7.345 888 893 896 rvv 490886 710808 52.15% 2.963%
13  7.375 896 898 902 rVV 182989 198020 14.53% 0.826%
14 7.422 902 906 910 rVB5 34175 53471 3.92% 0.223%
15 7.581 922 933 936 rBV3 71180 142440 10.45% 0.594%
16 7.687 943 951 956 rBv6 53418 169191 12.41% 0.705%
17 7.739 956 960 963 rVB3 61292 81628 5.99% 0.340%
18 7.781 963 967 968 rBV3 42661 52075 3.82% 0.217%
19 7.804 968 971 977 rVB5 74149 128929 9.46% 0.537%
20 7.851 977 979 981 rBV 18164 18733 1.37% 0.078%
21  7.928 990 992 995 rVB2 20570 19770 1.45% 0.082%
22 7.963 995 998 1001 rVB2 25184 25617 1.88% 0.107%
23 8.057 1001 1014 1020 rBV2 542779 1363005 100.00% 5.682%
24  8.116 1021 1024 1028 rVV2 149394 220208 16.16% 0.918%
25 8.151 1028 1030 1037 rVB6 53179 79064 5.80% 0.330%
26 8.234 1037 1044 1045 rBV3 42491 81995 6.02% 0.342%
27  8.257 1045 1048 1052 rVB2 64114 78108 5.73% 0.326%
28 8.351 1059 1064 1070 rBV6 117490 205834 15.10% ©0.858%
29 8.404 1070 1073 1076 rVV2 59095 75089 5.51% 0.313%
30 8.439 1076 1079 1082 rVV3 97940 124829 9.16% 0.520%
31 8.481 1082 1086 1092 rVV 144879 221804 16.27%  0.925%
32 8.563 1096 1100 1104 rBV2 155247 200927 14.74% 0.838%
33 8.651 1110 1115 1119 rBV 443758 558465 40.97% 2.328%
34 8.716 1124 1126 1129 rVV2 36034 45986 3.37% 0.192%
35 8.810 1139 1142 1144 rBV4 29338 37646 2.76% 0.157%

36 8.881 1150 1154 1159 rBV3 147223 204393 15.00% ©.852%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample : Q1416-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.934 1160 1163 1165 rBV2 44692 54156 3.97% 0.226%
38 9.010 1172 1176 1180 rVB3 101987 158046 11.60% 0.659%
39 9.051 1181 1183 1184 rBV 46380 40932 3.00% 0.171%
40 9.075 1184 1187 1193 rVB3 149194 203276 14.91% 0.847%
41  9.133 1193 1197 1202 rBV 994618 1195659 87.72%  4.985%
42 9.216 1206 1211 1215 rBV 529043 717948 52.67% 2.993%
43 9.286 1220 1223 1229 rVB 95189 124081 9.10% 0.517%
44  9.469 1247 1254 1256 rBV6 118762 240996 17.68%  1.005%
45  9.533 1260 1265 1268 rVV3 261738 464597 34.09% 1.937%
46 9.592 1272 1275 1278 rVB2 114452 130659 9.59% 0.545%
47 9.681 1286 1290 1293 rBV5 53207 86714 6.36% 0.362%
48 9.745 1296 1301 1305 rVV 523437 696759 51.12%  2.905%
49 9.810 1305 1312 1317 rWV 517682 778254 57.10% 3.244%
50 9.916 1328 1330 1335 rVB3 50302 55661 4.08% 0.232%
51 9.975 1336 1340 1342 rBV 85349 132786 9.74%  0.554%
52 10.063 1351 1355 1359 rBv4 140852 192273 14.11% 0.802%
53 10.133 1364 1367 1372 rBV5 49891 94360 6.92% ©.393%
54 10.239 1381 1385 1392 rBV 523847 674324 49.47%  2.811%
55 10.463 1418 1423 1428 rVB 240859 380752 27.93% 1.587%
56 10.522 1429 1433 1436 rVV2 82290 146766 10.77% 0.612%
57 10.604 1440 1447 1458 rVB2 422686 699232 51.30%  2.915%
58 10.716 1462 1466 1474 rVB 632900 1024839 75.19% 4.272%
59 11.163 1538 1542 1545 rBV 453446 609089 44.69% 2.539%
60 11.192 1545 1547 1553 rVB2 248946 304446 22.34% 1.269%
61 11.298 1561 1565 1577 rBV2 454494 799430 58.65% 3.333%
62 11.586 1610 1614 1619 rBV 362776 443791 32.56% 1.850%
63 11.686 1628 1631 1638 rVB2 80747 113007 8.29% 0.471%
64 11.833 1652 1656 1662 rVB 343976 474556 34.82% 1.978%
65 11.992 1679 1683 1688 rBV 291058 356061 26.12% 1.484%
66 12.274 1729 1731 1739 rVB3 62664 91890 6.74% 0.383%
67 12.380 1744 1749 1761 rVB3 427459 872176 63.99% 3.636%
68 12.539 1769 1776 1784 rBV4 201830 482298 35.38% 2.011%
69 12.616 1785 1789 1795 rBV 237848 356110 26.13% 1.485%
70 12.751 1807 1812 1817 rVB2 218978 336099 24.66% 1.401%
71 12.880 1829 1834 1843 rVB 724980 971364 71.27% 4.050%
72 13.110 1869 1873 1881 rBV 149365 224546 16.47% 0.936%
73 13.451 1928 1931 1935 rVB 108916 124718 9.15% 0.520%
74 13.939 2010 2014 2024 rVB 348874 506487 37.16% 2.111%
75 15.386 2256 2260 2267 rVB2 303119 508132 37.28% 2.118%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample : Ql416-01 2X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 23987138
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Feb 2025 19:03
: RC/JU
: Q1l416-01 2X

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
BF141772.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

0

TIC: BF141772.D\data.ms

6.422
5.398

7.345

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

1000000

800000

600000

400000

200000

TIC: BF141772.D\data.ms

9.133

12.880
10.716

13.110

0
Time-->

— — — — — — 7
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

Time-->

TIC: BF141772.D\data.ms

15.386
13.939

3.451

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\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.651 8.19 ng 558465 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Hexadecane 226 C1l6H34 000544-76-3 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 1115 (8.651 min): BF141772.D\data.ms (-1110) (-) m/z 57.10 100.00%
57.1
5000
85.1
R
131.1 8.40 8.60 8.80 9.00
ISR wHu el B85 1832z 43.10 78.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 L B I L I LN B
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.05 49.44%
O L ‘ \‘\‘\ T \H“ T \“} T “1‘\ T \“‘]\-\]_F’\.‘O\‘\]\-%“J-\-R T ‘ TT \]\_?i4\.(\)\ ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.91%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11?'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane R EE e RmaR
57.0 8.40 8.60 8.80 9.00
m/z 85.10 31.14%
5000 85.0
29.0
0 “ \‘\ H\ “\ \‘\ \\‘ 11\?’0\\ 14”10 1690 19\80
rrrrrr e e e e e e e e REEREEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 unknown9.075 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.075 5.22 ng 203276  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 47
2 1-Threitol, 2-0-nonyl- 248 (C13H2804 163776-15-6 43
3 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 43
4 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 43
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 43

Abundance Scan 1187 (9.075 min): BF141772.D\data.ms (-1184) (-) m/z 57.10 100.00%

57.1
85.1
‘ 1191 1451 R RRREEA R
8.80 9.00 9.20 9.40
174.1
P A " ol . Uw‘i bl lfmere e 87.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107232: Pentadecane, 7-methyl-
57.0
5000 UL L B I B A LR
85.0 8.80 9.00 9.20 9.40
290 ' m/z 43.10 61.09%
’ ‘ 112.0 140.0
O\‘\‘\ T \‘i‘{ T \H“ T \H} T “H‘\ T \h“ T \‘!‘\ [T }‘\.\ T \]‘-\6\8\.(\)‘ T ‘2\1\:\1-\0‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132980: |-Threitol, 2-O-nonyl-
43.0 71.0
R ARAT
8.80 9.00 9.20 9.40
5000 m/z 41.10 34.71%

127.0
M “\m Hu;ﬂ\'o m‘ 155.0 18\7-0 217.0

=

QAR T T B MR b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170575: Sulfurous acid, nonyl 2-pentyl ester C
71.0 8.80 9.00 9.20 9.40
m/z 85.10 28.72%
5000 43.0
127.0
0 ol Al 970 ‘ 179.0 209.0
e e e e e e e e P aE aaREEEE L AMASAAN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.216 18.45 ng 717948  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 1211 (9.216 min): BF141772.D\data.ms (-1206) (-) m/z 57.10 100.00%
57.1
5000
85.1
R RAREEaE SRR
M 1131 1410 108.2 8.80 9.00 9.20 9.40 9.60
Ol bl 7P 1410 1691 1982 p, 43,10 73.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000 | B ELBLALL B I
85.0 8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.10 49.17%
O ‘\‘ “\ HH\ MH\ “\ \“ 11\\\?’.0\\ 14u1'0 169'0 19\8.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R REaEE e
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 39.02%
85.0
29.0
0 ‘\‘ \‘\ M\ H\ e 11\:\3'0‘14‘1'0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane R e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 33.56%
5000
85.0
290 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03

Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: 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 4 Naphthalene, 2,7-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.469 6.19 ng 240996  Acenaphthene-die 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 91
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 90
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 90

Abundance Scan 1254 (9.469 min): BF141772.D\data.ms (-1247) (-) m/z 57.10 100.00%
57.1
156.1
5000
851 1191 P
H X ‘H ) ‘ H‘\ 190.1 9.20 9.40 9.60 9.80
0 bbb b Wil m/z 156.05  66.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl-
156.0
5000 LB B LA B B IR
9.20 9.40 9.60 9.80
m/z 141.05 55.41%
77.0 128.0
O \\\‘\‘\\\“‘\\“\‘\‘H}\‘1"\\\\‘\\\\‘\‘\‘\\‘i‘\\‘ ‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
T
9.20 9.40 9.60 9.80
5000 ITI/Z 43.10 53.51%
115.0
1 Y I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33153: Naphthalene, 2,6-dimethyl- I AARmmaaas R
156.0 9.20 9.40 9.60 9.80
m/z 71.10 45.77%
h M
115.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 8

R.T. EstConc Area Relative to ISTD R.T.
9.533 11.94 ng 464597  Acenaphthene-d10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 86
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1265 (9.533 min): BF141772.D\data.ms (-1260) (-) m/z 57.10 100.00%
57.1
T \
LTl 1o, ot
ol I “‘ww b S m/z 43.18  85.04%
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 . :
91.0 9.50
m/z 71.10 81.09%
O L ‘\ ‘\ “ T !‘ “‘ “‘ ‘\‘H ‘\ H‘\‘ \ \]-7\‘5\-0\ ‘ L ‘ T \2\88\.? LI
miz--> 50 100 150 200 250 300
Abundance #184136: Octadecane, 1-chloro-
57.0
T \
9.50
5000 m/z 55.10 44 ,34%
91.0
ots0 | || 11111330 1750 217025202880
Py ol e
m/iz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester ——
57.0 9.50
m/z 41.10 44 ,11%
B /ka“vwﬁfj\kak\wAf”
oLl “h‘ I \H\ H‘ ‘\\ %410 1820 — ‘2‘5‘2"0‘ — ‘32‘5" —
m/z--> 50 100 150 200 250 300 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.745 17.91 ng 696759  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tridecane 184 C13H28 000629-50-5 90
3 Octacosane 394 (C28H58 000630-02-4 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1301 (9.745 min): BF141772.D\data.ms (-1296) (-)| | m/z 57.10 100.00%
7.1

57.
5000

[ . T
F 9.50 10.00
“\ L

9.1
145.1
‘“WJ““NNN‘H‘u“%1%?““““““““ m/z 43.10  73.63%

m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0

5000 - E—

o

m/z 71.10  53.96%

9.0
1\5.\(# ‘f“ \“‘\ ““ f“ \15\4’\‘]"‘9 T \1\9?'\()\ T ‘ T T ‘ T T ‘ T T 1T
m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane

57.0

o

9.50 10.00
5000 m/z 41.10 35.69%
4150 L Fg-‘) 141.0184.0
b e e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 9.50 10.00

m/z 85.10  35.41%

5000
9.0
| 11| 141018302250 281.0 337.0 394.

L e e R e LR R e A L .
miz--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.063 4.94 ng 192273  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 68
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
3 Heptacosane 380 C27H56 000593-49-7 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Tridecane 184 C13H28 000629-50-5 62
Abundance Scan 1355 (10.063 min): BF141772.D\data.ms (-1351) (- m/z 57.10 100.00%
57.1
- m
170.1 T
] 7H1 ‘ ‘ 112 10.00
ol A 22 w/z 43.10 81.72%
miz--> 50 100 150 200 250 300 350
Abundance #45478: Dodecane
57.0
5000 —— :
10.00
F m/z 71.10  52.73%
8.0 170.0
Ol\S\d\\“\‘!‘\‘\“‘\“\‘\\‘\1\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
T \
10.00
5000 m/z 41.10 48.30%
9.0 141.0
ool e
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T ‘
57.0 10.00
m/z 55.10 44.81%
- m
9.0
50 | ||| 14101830225026703000 360
et e e ——
m/z--> 50 100 150 200 250 300 350 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Ql416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.239 17.33 ng 674324  Acenaphthene-di10 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 90

Abundance Scan 1385 (10.239 min): BF141772.D\data.ms (-1381) (- m/z 57.10 100.00%

57.1
5000
85.1

e
10.00 10.50
‘ 113.1141.0 172.1 226.2
‘,‘H‘W‘!‘_J‘:ww‘w‘_mHH_HwHH_‘19?”1‘“””_””” m/z 43.10  71.96%

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #107218: Hexadecane
57.0

5000 S e
10.00 10.50
85.0

m/z 71.10 52.33%

29.0

T \‘W‘H‘HH‘ HH}\ 113 0\\17417\0\\]-\62\0\]7\9\7\0\\2\2\6\\(\)HH TTTT
m/z--> Zb 4b Gb 85 1601&01&01%01é02602é02402é0
Abundance o g¢107232: Pentadecane, 7-methyl-

R
10.00 10.50

o

o

5000 m/z 85.10 35.96%
85.0
29‘ 0‘ 11209400
0 wJH‘w*HWJMWMH*ww“w*HVH*%§§R*H*%%%9H*W*H*M*H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158600: Nonadecane e C
57.0 10.00 10.50

m/z 41.10 35.32%

5000 85.0
29.0
[

|, M130141.0169.0197.0 268.(

o

m/z--> 20 40 60 80 100120140160 180 200 220240 260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03

Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.463 .78 ng 380752 Acenaphthene-die 5.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-00-0 90

2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 68
4 Tetracosane 338 C24H50 000646-31-1 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 1423 (10.463 min): BF141772.D\data.ms (-1418) (-} | m/z 57.10 100.00%
57.1
20 M
85.1 Sl
113.1 10.50
141.0169.1
O et B e 0708 197.2225.2 m/z 43.10  46.34%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 T
10.50
2.0 8.0 s m/z 71.10  43.47%
O \H\‘\‘\‘H“H\H‘\\H\\‘l\\\‘”‘\\”\ ‘ \‘\]\-?‘]T\OH ‘ T \‘?‘ﬁ?\(\)\‘z%]\-\‘o\\zﬁ‘g\\o\ \‘
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
——
10.50
5000 ITI/Z 41.10 24.08%
29.0
b bS50 anote00 M
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #59087: Decane, 2,6,8-trimethyl- ——
57.0 10.50
m/z 85.10 23.33%
h ”JVVAAx,Vj\wAAJ\vaA
85.0
0 ‘\ || 30 155.0184.0
g e R ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Heptadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.716  25.64 ng 1024840  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tridecane 184 C13H28 000629-50-5 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1466 (10.716 min): BF141772.D\data.ms (-1462) (- m/z 57.10 100.00%

57.1
5000
85.1

—
1131 10.50 11.00

‘ 141.1169.1197.2 240.3 r
Hw‘Hw‘HMHWWL‘MHM‘mH_‘H_‘H_H‘_HW‘HWH‘WH“ m/z 43.10 67.74%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123959: Heptadecane
57.0

5000 . —
85.0 10.50 11.00

29. m/z 71.10 58.02%

\ L 1301016001970 2400
H\‘HH‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0

7
10.50 11.00

o

o

5000 m/z 85.10 35.49%
85.0
29.0
| ‘ | | | 11301410 1840
0‘HwhﬂﬁHﬁuhwhuk‘H_HWH‘WHH_‘H_HW‘HWHH‘HH

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane 7 —

57.0 10.50 11.00

m/z 41.10 33.04%

5000 85.0
29.0
1

| | 113.0141.0169.0197.0 268.(

Ol bl O O — —
miz--> 20 40 60 80 100120140 160 180200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.163 15.24 ng 609089  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1542 (11.163 min): BF141772.D\data.ms (-1538) (-} | m/z 57.10 100.00%

57.1
5000

h 99.1 11.00 11.50
L

141.1
el g AL 18222141 2542 m/z 43.10  68.22%

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

5000 — ——
11.00 11.50

m/z 71.10 56.63%
\\\\‘ \\\‘\\\\‘\\\\‘\\\\

99.0
0 260, e L
mi/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0

11.00 11.50

o

5000 m/z 85.10 38.99%
99.0
0 240 | 141.0 1830 2250 2820
e
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane — S
57.0 11.00 11.50

m/z 41.10 31.67%

5000
99.0

0/15. q‘ L)oo 1410 1830 2250 296.(

: —
miz--> 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\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.192 7.62 ng 304446  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
2 Pentacosane 352 C25H52 000629-99-2 72
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 70
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 5,5-Dibutylnonane 240 C17H36 006008-17-9 59

Abundance Scan 1547 (11.192 min): BF141772.D\data.ms (-1545) (- m/z 57.10 100.00%
57

A
5000

‘ ‘ 184.0

—
1131 11.00 11.50

ol ALl L2888 110 71.50%

miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 T
11.00 11.50
m/z 43.10 43.54%

113.0
: ‘h“ \‘\ “““\ ‘H“M‘ “\“\“ ! ‘\‘]"8‘\3"9‘ — ‘2‘5’3"0‘ R
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

—
11.00 11.50

o

5000 m/z 85.10 38.87%
9.0
oLl 11018302050 2050 32
e e
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —— —
57.0 11.00 11.50

m/z 41.10 25.70%

5000
‘ 9.0 169.0

oo g L yd ] ] 248.0
O U O O U = N -

7 \
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.586 11.10 ng 443791  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1614 (11.586 min): BF141772.D\data.ms (-1610) (-} ' m/z 57.10 100.00%
57.1
. m
T 1 \
99.1 1411 11.50
ol b bl 1411 1831 2252 2683 ./, 43,18 70.51%
miz-> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 — :
11.50
m/z 71.10 56.20%
99.0
0 \ Il h\ ; 141.0 183.0 225.0 267.0 338.
\\\‘ \\\\‘\\\\‘1\\1‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
T 7 \
11.50
5000 m/z 85.10 40.12%
99.0 140.0
182.0
ol w\““ b L T 2280
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T
57.0 11.50
m/z 41.10 31.52%
- MM
020 Jw ‘\M L 20 1410 1830 2260 L
m/z--> 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Ql416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.833 11.87 ng 474556  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1656 (11.833 min): BF141772.D\data.ms (-1652) (- m/z 73.00 100.00%
43.1 73.0
5000 1290
213.2 [~ =
) H‘ ‘ 1711 ‘ 256.1 11.50 12.00
O‘H‘Huhwﬂw ‘MMNWthmWM‘MHM‘MWL‘MMM‘MHM‘HW‘ m/z 43.10 97.79%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
. 1710 2130 2560 m/z 60.00 92.24%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 57.10  85.55%
185.0
228.0
0,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid “ —
73.0 11.50 12.00
43.0 m/z 41.10 78.05%
5000 129.0
171.0
214.0
0! — —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.992 8.91 ng 356061 Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1683 (11.992 min): BF141772.D\data.ms (-1679) (- m/z 57.10 100.00%
57.1
2000 M
99.0 12.00
1411 :
— u““hu Wb 4L 1971 2432 2823 . 43.10  67.41%
miz-> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
5000 R
12.00
m/z 71.10 55.17%
99.0
O za\o ‘ “‘\ ‘!‘ \“‘\ ““ \“ T “]\_4\‘]_.‘()‘\ T T T 2‘1\‘2.\0\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
——
12.00
5000 m/z 85.10 38.32%
0 2@\0“\‘ 4 H‘g?‘o‘ 1410 1830 2260
e e e
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane T
57.0 12.00
m/z 41.10 29.63%
5000
99.0
015.q‘ L Ll 1410 1830 2250 296.(
el e e e ——
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\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.380 21.82 ng 872176  Phenanthrene-di10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 70
3 Hexacosane 366 C26H54 000630-01-3 62
4 Heptacosane 380 C27H56 000593-49-7 62
5 Tetradecane 198 C14H30 000629-59-4 62
Abundance Scan 1749 (12.380 min): BF141772.D\data.ms (-1744) (-} ' m/z 57.10 100.00%
57.1
2000 W
‘ 1 12,00 12.50
C1411 : :
— “‘hm ‘m Wasre . AALL 2621wz 43.10 74.90%
miz--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane
57.0
5000 — ——
12.00 12.50
m/z 71.10 54.98%
%0 10 296.0
189 ||| 11018302250
Ot “‘\h\‘ \‘H\“‘ \H\“\ }““\“\ \“\“ \‘\‘\‘\‘\\\\“\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #141073: Dodecane, 4,9-dipropyl-
57.0
— ——
12.00 12.50
5000 m/z 41.10 46.51%
rs.o 211.0
155.0
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 12.00 12.50
m/z 55.10 43.55%
h \JLA/\MU_/
9.0
ol 1Ll 11 1410183.02250267.0300.0 367
e S e — —
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\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 cis-Vaccenic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.539 12.07 ng 482298  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 98
3 trans-13-Octadecenoic acid 282 (C18H3402 000693-71-0 98
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 98
5 Oleic Acid 282 C18H3402 000112-80-1 96
Abundance Scan 1776 (12.539 min): BF141772.D\data.ms (-1769) (1 | m/z 55.10 100.00%
5[:
5000
97.1
T \
| 371 1011 2261 264.1 12.50
ol H\\“u!‘ A ‘\ HHN\ \‘MH‘WH\W SV T oy : - m/z 41.10 77.70%
miz--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0
5000 — :
12.50
m/z 69.10 60.15%
ol L ULl L 70 100 2220 2649
0\\‘\\“‘ MHH H\m\h‘h ‘r\“””““”‘
miz--> 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid
55.0
T \
12.50
5000 m/z 43.10 54.67%
37.0 264.0
01501800 ?%?9“ 1
m/iz--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid —— ‘
55.0 12.50
m/z 83.10 48.74%
5000
97.0
264.0
150, | 1L 1 H\Hm L ETS 1800 2220 PO .
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\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.616 8.91 ng 356110  Phenanthrene-d10 11.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1789 (12.616 min): BF141772.D\data.ms (-1785) (-} | m/z 43.10 100.00%
43.1
73.0

5000 1291
1851 2412 —— ——
‘ ‘ 284.3 12.50 13.00
0b— ‘1““ 0 R P S EPRY N TS m/z 57.10  85.87%

miz--> 50 100 150 200 250

Abundance #179091: Octadecanoic acid
43.0 73.0

5000 129.0
12.50 13.00
284.0 o
‘ wm ‘ 1850 5410 ‘ m/z 73.00  85.29%
oL “‘ ““ H‘H\ HM‘ M \‘ ‘\‘ ‘ . “ — “\ R 1
100

-

%

m/z--> 50 150 200 250
Abundance #143510 n-Hexadecanoic acid

%

12.50 13.00
5000 129.0 m/Z 60.00 78.59%
97.0 171 o 2130 2560
oL— ‘M ‘ L H‘H\ ‘H‘\ ml ‘ “ ‘ . ‘ . \‘ “‘ N Pl
miz--> 100 150 200 250
Abundance #109281: Tetradecanoic acid = =
73.0 12.50 13.00
43.0 m/z 55.10 73.68%
5000
129.0
185.0 228.0
ob— “‘ \“J ‘u‘u“ | HM‘ ‘H\ M‘\ iyl - wl ‘\‘ S —— ——
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Pentadecane, 8-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.110 8.87 ng 224546  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Tricosane 324 C23H48 000638-67-5 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 1873 (13.110 min): BF141772.D\data.ms (-1869) (- m/z 57.10 100.00%
57.1

5000

g.

S S
13.00 13.50

41 1 220 1
ol L ““ h‘ L34 183 TR 2741 3243 L/, 43.10  64.36%

m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-

N
(%]
o

5000 85.0 — —
13.00 13.50
m/z 71.1@  58.22%

127.0 195.0 .
O\“‘\hh‘ ‘h “\\‘\\“\\\\H H 2\3\9‘0\2\89\0‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
— —
13.00 13.50
5000 ITI/Z 85.10 42.51%
99.0
324.0
ol L im0 s 2ero |
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- T T
57.0 13.00 13.50
m/z 41.10 26.25%
oL w\ M“? 0 2005530 3090 se6. S
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@22525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample ¢ Q1416-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.451 4.92 ng 124718  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 1931 (13.451 min): BF141772.D\data.ms (-1928) (-} | m/z 57.10 100.00%
57.1

=

5000
9.1
13.50
oL “Lw“ Jl1es1201 3081 L 430 69.32%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 T T
13.50
m/z 71.10 61.56%
0 \‘ \L ‘ H\ ) H‘ | %4?‘9]\'83022502680
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
—
13.50
5000 ITI/Z 85.10 45.62%
9.0
. e e e e A R
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 13.50
m/z 41.10 27 .49%
5000

9.0
ok L | F 1 141.0183.0225.0267.0 323.0 380.(
‘ R b ica b L2 ELAE 2 LA S

m/z--> 0 50 100 150 200 250 300 350 13.50

]
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022525\
Data File : BF141772.D

Acqg On : 25 Feb 2025 19:03
Operator : RC/JU

Sample : Q1416-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF020625.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|
Tridecane 8.651 8.2 ng 558465 2 8.063 1363010 20.0
unknown9.075 9.075 5.2 ng 203276 3 9.816 778254 20.0
Tetradecane 9.216 18.4 ng 717948 3 9.816 778254 20.0
Naphthalene, 2,... 9.469 6.2 ng 240996 3 9.816 778254 20.0
1-Octadecanesul... 9.533 11.9 ng 464597 3 9.816 778254 20.0
Octacosane 9.745 17.9 ng 696759 3 9.816 778254 20.0
Dodecane 10.063 4.9 ng 192273 3 9.816 778254 20.0
Hexadecane 10.239 17.3 ng 674324 3 9.816 778254 20.0
Pentadecane, 2,... 10.463 9.8 ng 380752 3 9.816 778254 20.0
Heptadecane 10.716 25.6 ng 1024840 4 11.298 799430 20.0
Octadecane 11.163 15.2 ng 609089 4 11.298 799430 20.0
Hexadecane, 2,6... 11.192 7.6 ng 304446 4 11.298 799430 20.0
Tetracosane 11.586 11.1 ng 443791 4 11.298 799430 20.0
n-Hexadecanoic ... 11.833 11.9 ng 474556 4 11.298 799430 20.0
Pentadecane 11.992 8.9 ng 356061 4 11.298 799430 20.0
Heneicosane 12.380 21.8 ng 872176 4 11.298 799430 20.0
cis-Vaccenic acid 12.539 12.1 ng 482298 4 11.298 799430 20.0
Octadecanoic acid 12.616 8.9 ng 356110 4 11.298 799430 20.0
Pentadecane, 8-... 13.110 8.9 ng 224546 5 13.939 506487 20.0
Nonadecane 13.451 4.9 ng 124718 5 13.939 506487 20.0
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