LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc :

ALS vial : 6 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137681.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.346 549 554 578 rBV 4077839 4267628 100.00% 11.387%
2 6.369 723 728 731 rBV 4004927 4156750 97.40% 11.091%
3 6.728 785 789 797 rBV 1103252 1063071 24.91% 2.836%
4 7.292 881 885 888 rBV 2834471 2622201 61.44% 6.996%
5 7.322 888 890 896 rVB 130347 144878 3.39% 0.387%
6 8.010 1000 1007 1013 rBV 1421190 1563342 36.63% 4.171%
7 8.069 1015 1017 1020 rVB 66015 53667 1.26% 0.143%
8 8.298 1051 1056 1059 rBV5 43998 62220 1.46% 0.166%
9 8.386 1069 1071 1074 rVB3 51015 46457 1.09% 0.124%
10 8.428 1074 1078 1080 rBV 76466 72252 1.69% 0.193%
11 8.510 1088 1092 1095 rBV3 44672 47473  1.11% 0.127%
12 8.598 1104 1107 1111 rBV 256983 229530 5.38% 0.612%
13 8.828 1142 1146 1150 rBV3 48768 58514 1.37% 0.156%
14 8.963 1166 1169 1173 rVB2 54321 58212 1.36% 0.155%
15 9.028 1178 1180 1185 rVB2 82622 71690 1.68% 0.191%
16 9.086 1186 1190 1193 rBV 4785741 4251338 99.62% 11.343%
17 9.163 1200 1203 1207 rBV 354430 308384 7.23% 0.823%
18 9.204 1207 1210 1213 rVV3 64827 74567 1.75% ©0.199%
19 9.234 1213 1215 1221 rVB3 43813 47444 1.11% 0.127%
20 9.416 1244 1246 1249 rBV 55476 59222 1.39% 0.158%
21 9.486 1253 1258 1260 rBvV2 125806 158415 3.71% 0.423%
22 9.504 1260 1261 1265 rVV2 77381 68923 1.62% 0.184%
23 9.539 1265 1267 1270 rVB2 55810 51981 1.22% 0.139%
24 9.692 1290 1293 1297 rVB 422909 322375 7.55% 0.860%
25 9.757 1301 1304 1308 rVV 1811295 1508621 35.35% 4.025%
26 9.928 1329 1333 1335 rBv2 49743 72104 1.69% 0.192%
27 10.016 1344 1348 1351 rBV3 93389 112481 2.64% 0.300%
28 10.192 1375 1378 1381 rVB 485853 346052 8.11% 0.923%
29 10.304 1393 1397 1403 rBV4 30329 72650 1.70% 0.194%
30 10.410 1410 1415 1418 rBV 149449 199775 4.68% 0.533%

31 10.498 1427 1430 1433 rBV2 52219 56313 1.32%
32 10.545 1433 1438 1450 rVV 2464719 2655972 62.24%
33 10.663 1455 1458 1467 rVV 496664 565053 13.24%
34 10.857 1488 1491 1493 rBV 51507 56406  1.32%
35 11.110 1531 1534 1537 rBV 384998 337419  7.91%
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36 11.139 1537 1539 1545 rVB 156096 173700 4.07% ©.463%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc :

ALS vial : 6 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-BF022924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.239 1553 1556 1559 rBV 1441185 1361952 31.91% 3.634%
38 11.269 1559 1561 1563 rVB 201278 171847 4.03% 0.459%
39 11.539 1604 1607 1610 rBV 360255 266899 6.25% 0.712%
40 11.704 1632 1635 1639 rBV6 32768 46200 1.08% ©0.123%
41 11.780 1644 1648 1655 rBvV3 238519 349729 8.19% 0.933%
42 11.851 1658 1660 1663 rVB2 65603 62197 1.46% 0.166%
43 11.945 1673 1676 1679 rBV 290395 222901 5.22% 0.595%
44 12.251 1725 1728 1732 rVB 362047 301478 7.06%  0.804%
45 12.292 1732 1735 1738 rVWV 56114 51483 1.21% 0.137%
46 12.333 1738 1742 1747 rVB 237610 242412 5.68% 0.647%
47 12.451 1757 1762 1766 rBV 439940 409713 9.60% 1.093%
48 12.569 1777 1782 1785 rBv4 37594 72434 1.70% 0.193%
49 12.680 1795 1801 1803 rBV 387544 357663 8.38% 0.954%
50 12.704 1803 1805 1808 rVB 160974 115284 2.70%  0.308%
51 12.827 1822 1826 1829 rBV 3567238 3021008 70.79%  8.060%
52 13.010 1855 1857 1860 rVB 59979 53930 1.26% 0.144%
53 13.063 1862 1866 1871 rVV2 110686 144963 3.40% 0.387%
54 13.110 1871 1874 1882 rVB2 58227 87985 2.06% 0.235%
55 13.404 1921 1924 1927 rVB 76761 67605 1.58% 0.180%
56 13.627 1957 1962 1965 rBV 49054 67038 1.57% 0.179%
57 13.733 1977 1980 1989 rBV 238415 321267 7.53% 0.857%
58 13.874 1999 2004 2007 rBV2 1012514 1178607 27.62%  3.145%
59 13.904 2007 2009 2015 rVB 201141 189634 4.44% 0.506%
60 14.351 2082 2085 2087 rBV2 59374 57448 1.35% 0.153%
61 14.510 2109 2112 2117 rBV 160384 169415 3.97% 0.452%
62 14.786 2157 2159 2171 rVB7 58429 100306 2.35% 0.268%
63 14.898 2174 2178 2180 rBV 188229 252388 5.91% 0.673%
64 14.968 2187 2190 2193 rBV 56689 53087 1.24% 0.142%
65 15.004 2193 2196 2206 rVB4 52292 111628 2.62% 0.298%
66 15.180 2223 2226 2232 rVB 122373 146245 3.43% 0.390%
67 15.245 2233 2237 2242 rVB 134032 168208 3.94% 0.449%
68 15.304 2242 2247 2251 rBV 809846 1016113 23.81% 2.711%
69 15.739 2319 2321 2326 rVB 36822 47661 1.12% 0.127%
70 16.692 2479 2483 2492 rVB2 52176 104548 2.45% 0.279%
71 17.109 2550 2554 2562 rVB 35692 70931 1.66% ©0.189%

Sum of corrected areas: 37479287
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Mar 2024 14:56
¢ CG\JU
. P1827-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032224\
BF137681.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF137681.D\data.ms
5.346
4000000 6.369
3000000 7.292
2000000
6.728
1000000
7.8322
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF137681.D\data.ms
9.086
4000000
12.827
3000000
10.545
2000000
8.010
1000000
2.4512.680
8598 o oh 162 3_8 ’ 2569704 133630
‘ fqgiifN%\ﬁﬁLfgg‘ e = RS s. o~ 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: BF137681.D\data.ms
4000000
3000000
2000000
13.874
1000000 15.304
13.733/904 3g%510 % 59015
14. 14
sosalh 4 1P AR 15730 16692 17100
T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T 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\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.598 2.94 ng 229530  Naphthalene-d8 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 81
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
Abundance Scan 1107 (8.598 min): BF137681.D\data.ms (-1104) (-) m/z 57.05 100.00%
57.0
5000
85.0
R AR

8.20 8.40 8.60 8.80 9.00

‘ 131.0 184.2 5
m‘mJ“:m‘_‘”wluJH_m_m_‘1“?‘0“1‘wwm‘w m/z 43.05  75.48%

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

Abundance #107218: Hexadecane

57.0
5000 I B LB B
8.20 8.40 8.60 8.80 9.00
290 85.0 m/z 71.10  54.37%
TT \‘ \‘\‘\ \ TT \“ T \H} T ‘ T \“:!-\]-\:3\‘()\\]\-\4"].\ \()\ \]‘_\62 \()‘ \]\-\9\7‘ \()\ \\2‘2\6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
ST TR T T
8.20 8.40 8.60 8.80 9.00
5000 85.0 m/z 41.10 34.01%
29.0
Hw‘u\‘mHH_‘w“wﬁ‘lﬁ?‘}f‘&?&699}2?9”,\”\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane B A mmmEE
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.05 31.87%
5000
29.0 85.0
H“H“_“w“H“H“H“_“w“u“u“‘u“u“w“‘ RREEE L e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 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@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.163 4.09 ng 308384  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Decane, 3-methyl- 156 C11H24 013151-34-3 83
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
5 Decane, 2-methyl- 156 C11H24 006975-98-0 72
Abundance Scan 1203 (9.163 min): BF137681.D\data.ms (-1200) (-) m/z 57.10 100.00%
57.1
5000
85.1
e RBAAaE e
8.80 9.00 9.20 9.40
NE— H‘ Aol M31141.21680 1982 0 4319 73.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 e e e R R
8.80 9.00 9.20 9.40
29.0 m/z 71.10 56.90%
L ‘ \‘\‘\ \“‘{ T \H“ T \“} T “1‘\ T \““]\-\].”3’\.‘()\”\]\-\4.%-9 \]‘_\62.\()‘ \?‘??.\9\ T ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
S ARBARSRECE SE e
8.80 9.00 9.20 9.40
5000 m/z 85.10 35.30%
85.0
29.0
‘\ ““ | H‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33092: Decane, 3-methyl-
57.0 8.80 9.00 9.20 9.40
m/z 41.10 33.16%
5000
20.0 85.0
127.0
S R 1 X S
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@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 2,6,10-Trimethyltridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.486 2.10 ng 158415  Acenaphthene-die 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 52
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 52

Abundance Scan 1258 (9.486 min): BF137681.D\data.ms (-1253) (-)| | m/z 57.10 100.00%

57.1
S T T
‘ “ 99‘ 01321 1742 9.20 9.40 9.60 9.80
S 0 0 O O It m/z 71.10  94.46%
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 L L L B L BN LR
9.20 9.40 9.60 9.80
m/z 43.10 76.64%
113.0
]\-8\ q\ \ h‘\ “ T ‘\ “ \“ T \ } ‘\ \]_8\‘3.\0‘ \2\26\.0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
CO ST T T
9.20 9.40 9.60 9.80
5000 m/z 85.05 46.94%
113.0
183 0
o LT w0 e
m/z-> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- NN RE SARNRRE
57.0 9.20 9.40 9.60 9.80
m/z 55.10 42.28%
h W
‘ | H‘ | ‘\ | 1410 1830 2390 296
—— ‘,‘ Al — T R R RRREREE
m/z--> 100 150 200 250 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@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.692 4.27 ng 322375  Acenaphthene-d10 9.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 86
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 59
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 52

Abundance Scan 1293 (9.692 min): BF137681.D\data.ms (-1290) (-) m/z 57.10 100.00%
57.1

- e M

| H ‘9."50‘ 10.00
il

113.1
b L AT 1410 1692 2122 0 43,10 72.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45481: Dodecane
57.0

5000 T
9.50 10.00
m/z 71.10 60.52%

29.0 ‘
113.0 170.0
\\\‘\‘i\\“M\\‘!“\\“}\“1‘\\\H‘\\}‘\‘\‘\]\-\4“]-\.\()\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0

T
9.50 10.00

o

5000 85.0 m/z 85.05 40.93%
29.0 141.0
b b 41180 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane A .
57.0 9.50 10.00

m/z 41.10 30.66%

5000
85.0
29.0
‘\ L Lo H‘ 113.0 141.0 169.0 197.0 226.0

T
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\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 5 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.192 4.59 ng 346052  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 81

Abundance Scan 1378 (10.192 min): BF137681.D\data.ms (-1375) (- m/z 57.10 100.00%

57.1
5000 85.1

T
10.00 10.50

113.2
Om“HH“‘:HH‘_NM“luH““H1““\1‘4‘1“2“%7“2‘%H“Huzﬁqz‘w m/z 43.10  69.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107219: Hexadecane
57.0
5000 85.0 — —

10.00 10.50
m/z 71.10 63.28%

29.0 ‘ .
226.0
\H\‘\H\‘\H!‘\\Hl\“1‘\\\H“\\‘U\‘\“\]\-\4.%9‘\]‘-\6?\0‘\]\_\9\7‘9\\‘\‘\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74005: Tetradecane
57.0

T
10.00 10.50

5000 85.0 m/z 85.10 42.13%
29.0
ol oot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane T —
57.0 10.00 10.50

m/z 41.10 30.13%

85.0
5000
H 11“3 0 141.0169.0 197.0  240.0

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.410 2.65 ng 199775  Acenaphthene-di10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 74
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
4 Hexadecane 226 Cl6H34 000544-76-3 64
5 Pentacosane 352 C25H52 000629-99-2 64
Abundance Scan 1415 (10.410 min): BF137681.D\data.ms (-1410) (- m/z 57.10 100.00%
57.1
o MM/\
‘991 i&Sd
' 169.2 .
o‘_Hu“uHH‘_‘”‘wam‘”‘H1“_‘1““99‘_H‘,“2‘9‘2“‘2“w,www m/z 71.10 50.38%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 1
10.50
m/z 43.10 41.04%
2700 113.0
\‘\h‘.\\“H\!‘HHI‘\‘W\\M‘\\1‘\‘\H\‘}?’\4\"(\)\]\_\:?\3\\()\‘\\H‘\\H%\sﬁ‘(\)\z\\s‘z\\(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
—
10.50
5000 m/z 85.10 25.83%
270) | | | M30 15505840
e A e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59042: Dodecane, 3-methyl- —
57.0 10.50
m/z 41.10 20.87%
5000
27.0 ‘ ‘990 155.0
1l 1 Y A |
e e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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, 5-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.663 8.30 ng 565053  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 1458 (10.663 min): BF137681.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1
- ﬂmwwﬂmNLNAm\JWMAJA
—T —
‘ 99.1 1552 ‘ 10.50 11.00
oA 1952 1972 2408 331 .., 4319 69.12%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —r —
10.50 11.00
99.0 m/z 71.10 63.40%
I.‘5.‘Q“ “““\ ‘H‘ \‘H‘\ H“ \“‘ \%\41{]—.‘9\ %8\3\0‘ T \2\4?‘0\ L B B
miz-> 50 100 150 200 250 300
Abundance #59031: Nonane, 5-butyl-
43.0
— —
85.0 10.50 11.00
5000 126.0 m/z 85.10 40.20%
b 1 1840
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane T —T
57.0 10.50 11.00
m/z 41.05 29.97%
h AMVWJmMWNWAW«mﬁMNWMﬂA
22.&)“‘ i “‘99‘-9 141.0 183.0 226.0

u
‘ T
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.110 4.95 ng 337419  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C1l6H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1534 (11.110 min): BF137681.D\data.ms (-1531) (- m/z 57.10 100.00%
57.1
o W
— —
‘ 99.0 1411 11.00 11.50
obd b loaf o, 1411 2000 2541 m/z 43.10  68.68%
miz-> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
5000 — i
11.00 11.50
99.0 o m/z 71.10 60.99%
T \GL ‘\““ ‘ H‘ H‘ H‘ \ T \ “ “\ %8\3\0“ =TT \25“4\0\ T
m/z--> 50 100 150 200 250
Abundance #141070: Heptadecane, 8-methyl-
57.0
—— —
11.00 11.50
5000 m/z 85.10 42.37%
126.0
- u“ “‘ bdd “\‘ _eoo 2300
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T ——
57.0 11.00 11.50
m/z 41.10 28.95%
5000
99.0
A “ —t ; e A —— ——
mlz--> 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@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 9 Dodecane, 1-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.139 2.55 ng 173700  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 64

Abundance Scan 1539 (11.139 min): BF137681.D\data.ms (-1537) (- m/z 57.10 100.00%

57.1
5000

184.1 S =
‘ H H \11\3 l\146 1 ‘ 217.3 329 1100 1159
oL— T b et T T — m/Z 71.10 78.20%
miz-> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo- P\%¢Awwkﬁhkxdyﬁwwmﬂk
57.0
5000 T N

11.00 11.50
m/z 43.10 49.55%
Ll

99.0 1550
T ‘i . ‘ ‘\ “\‘ T . T L \‘ T ‘\ T ‘ ‘ T ‘\ \1\97‘.0\ T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

11.00 11.50

5000 m/z 85.10 48.23%
L‘ Ll ‘\ “\ 1410 1830 2390 296.0
e tpl i s e RS
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester —T —
57.0 11.00 11.50

m/z 41.05 22.12%

| M }410 1820 2520 325.0 A“””ﬁ“N”MKk““WWN”KW

‘ ——
miz--> 50 100 150 200 250 300 11.00 11.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.539 3.92 ng 266899  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 1607 (11.539 min): BF137681.D\data.ms (-1604) (- m/z 57.10 100.00%
57.1
" M
T \
99.0
11.50
1412 204.1 .
- ,h by 1412 2081 2462 302 o 4310 66.77%
mfz--> 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 —— :
11.50
99.0 m/z 71.10 66.40%
of | | I u‘ 1410 1830 2400
T \ \ \ ’ T \ T T ‘ T \ \ T ‘ T T T T ‘ T T T T ‘ T
miz--> 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
T \
11.50
5000 m/z 85.10 47 .63%
‘ 99.0
410
2500 ,\\ [l ) 20 1830 z2s0 2960
miz--> 100 150 200 250 300
Abundance #158600: Nonadecane
57.0 11.50
m/z 41.05 26.25%
- W
[ h | H\ _ 1410 1830 268.0
— e e —
m/z--> 50 100 150 200 250 300 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 5.14 ng 349729  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 1648 (11.780 min): BF137681.D\data.ms (-1644) (- m/z 73.05 100.00%
43.1 73.0
5000
. s
11.50 12.00
I m/z 43.10 90.13%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AL T
129.0 11.50 12.00
213.0 m/z 60.05 83.93%
‘ L | ‘ 157.0185.0
\H’\l\\“}‘\\”\”\”H\‘H!H\“‘H‘”‘M\H\‘H‘HH“H‘\\‘\‘H‘\“HH‘HH‘H\\“H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid
73.0
T =
43.0 11.50 12.00
5000 129.0 m/z 57.10 73.31%
171.0
‘ 214.0
BTN s
m/z--> 20 40 60 80 100 120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 11.50 12.00
m/z 41.05 66.82%
5000 129.0
199.0 2420
g ) e T
%ﬁﬂhﬂNHM‘MMNMM“AWMW‘_H‘MA‘JH‘MH‘MHW‘HW“ e e
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.27 ng 222901  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 1-Iodoundecane 282 C11H23I 004282-44-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1676 (11.945 min): BF137681.D\data.ms (-1673) (- m/z 57.10 100.00%
57.1
99.0 Lol
12.00
141.1 :
S h“ Lot 1971 2892 803 u,; 71.10 64.57%
miz-> 50 100 150 200 250 300
Abundance #176384: Eicosane
57.0
5000 IR
12.00
99.0 m/z 43.10  62.96%
41.0
T “\ ‘\“ “‘\ ”H‘ \‘H‘\ h“ \H‘ \‘ﬂ- }‘ “‘\ “:\]-8\‘3\0“ \‘22\5\0\ T 2\8\‘2.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #175097: 1-lodoundecane
57.0
——
12.00
5000 m/z 85.10 47 .31%
99.0 1550
150 L) ||, | 197.0 282.0
el =
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane T
57.0 12.00
m/z 41.10 25.39%
5000
99.0
250, || 4| 1410 1830 2250 2960 -
mlz--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 4,5-Dichloro-2-octyl-3(2H)-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.251  4.43ng 361478  Phenanthrene-die 11.239

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Dichloro-2-octyl-3(2H)-isoth. 281 C11H17C12NOS  ©064359-81-5 91
ormyl 1H-indole-5- carbonltrlle 170 C1OH6N20 1000484-33-3 27
-Isopropyl-7-methylnaphthalene 184 C14H16 1000383-71-3 25
sopropyl 1- methylnaphthalene 184 C14H16 1000383-71-4 22
hloro-2,3,5-trimethylphenol m. 248 C10H13C1l03S 1000467-55-6 22

uih wNnPE
-bWNW-b
ﬁHHTIU'I

Abundance Scan 1728 (12.251 min): BF137681.D\data.ms (-1725) (-} | m/z 41.85 100.00%
41.0
169.0
5000
246.1
119.0 e R
210.0 12.00 12.50
. \H‘ Iy M Hum ‘mu ““‘\‘w\u‘w! Ay “i ‘\2‘8“1"0’ m/z 55.10 76.15%
miz--> 50 100 150 200 250
Abundance  #173919: 4,5-Dichloro-2-octyl-3(2H)-isothiazolone
41.0 169.0
5000 119.0 ‘506 ‘2‘6
. 246.0 12. 12.5 ;
83, m/z 169.08  75.92%
LLEE Lk oo | amo
: ‘\; ‘m‘H ‘H\ uuu L u“\‘ il h \h \ i [— T |
miz--> 50 100 150 200 250
Abundance #45328: 3-Formyl-1H-indole-5-carbonitrile
169.0
e et
12.00 12.50
5000 ITI/Z 43.10 68.18%
114.0
Miz--> 50 100 150 200 250
Abundance #59128: 2-Isopropyl-7-methylnaphthalene P —
169.0 12.00 12.50
m/z 170.90 49.32%
5000
1150
77.0 ‘ |
miz--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.333 3.56 ng 242412  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
4 Eicosane 282 (C20H42 000112-95-8 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1742 (12.333 min): BF137681.D\data.ms (-1738) (- m/z 57.10 100.00%
57.1
o m
o1 — —
‘ ‘ || ‘- 1410 2041 574 12.00 12.50
b bl TS T S m/z 71.10 63.41%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — A
12.00 12.50
m/z 43.10 60.30%
9.0
L 7T 141.0183.02250267.0 3230 380.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— ——
12.00 12.50
5000 m/z 85.10 42.41%
9.0
Ll 141018302250267.0 3380
e o e BLAR oL man e
m/z--> 50 100 150 200 250 300 350
Abundance #74013: Tridecane, 2-methyl- o —
57.0 12.00 12.50
m/z 41.10 25.31%
5000
| %9-0 155.0
I - = o
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@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Pentacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.063 2.46 ng 144963  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 C1l6H34 000544-76-3 87
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1866 (13.063 min): BF137681.D\data.ms (-1862) (- m/z 57.10 100.00%
57.1
9.1 T
13.00
- “‘ p‘h bk, “ 1411 1832221226133021 h/z 71.10  70.77%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 —— :
13.00
9.0 m/z 43.10 58.98%
A |1 1491830 2250 2670 309.0 3621
\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— T \
13.00
5000 m/z 85.10 46.55%
9.0
15.0 ‘L L i h‘ | 141018302250 2960
gl ; T
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ‘
57.0 13.00
m/z 55.10 19.95%
o W
9.0
18 d’ ‘\ ‘\ I A u‘ | :!'4?'9 183.0 226'0
A e A e e ——
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.733 5.45 ng 321267 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90

Abundance Scan 1980 (13.733 min): BF137681.D\data.ms (-1977) (- m/z 57.10 100.00%

57.1
5000
230.1

1T L —
>t 13.50 14.00
JLfL‘ L, 327.1

A S M/Z 43,10 71.63%

m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #173729: 5-Eicosene, (E)-
55.0

5000 — —
13.50 14.00

m/z 55.10 57.89%

5.0
[[17: 1960 280.0
\\H‘HH’\\H‘\H\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T T
13.50 14.00

5000 m/z 71.10 53.28%
30 252.0
IS, 20 sen0 648,
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339001: Octacosyl trifluoroacetate —— —
57.0 13.50 14.00

m/z 83.10 48.00%

5000
5.0
L] ass02880 _ssaoasro

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 1,3-Benzenedicarboxylic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.510 2.87 ng 169415  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 58
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 52
3 Terephthalic acid, monochloride,... 296 C16H21C103 1000324-22-9 47
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 47
5 Terephthalic acid, phenyl octyl ... 354 C22H2604 1000324-06-6 27
Abundance Scan 2112 (14.510 min): BF137681.D\data.ms (-2109) (|  m/z 70.10 100.00%
70.1
149.1
261.1
5000
T 7 \
H h i | 189.0 308.0 349.2 14-50
ol B | 1890 | [308.0349.2 s 149.05  62.96%
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 T 1
14.50
67.0 m/z 261.15 55.07%
e0d ||| /)], ||
T “\ ; T ‘” “\“\ “‘\‘ \L — } T \297\\0\ ™ \‘ T L :\50‘4\(\) 7’347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 XIS ‘
14.50
5000 m/z 112.05 44 . 86%
67.0
261.0
4L
A AL A L L2080 ) | 3330
m/z--> 50 100 150 200 250 300 350
Abundance #193833: Terephthalic acid, monochloride, octyl ester N ‘
261.0 14.50
1490 m/z 57.10  39.74%
Ul T
s NIP T 1 O ) A —
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.004 2.20 ng 111628 Perylene-di12 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 60
2 Benzo[e]pyrene 252 C20H12 000192-97-2 60
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 55
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 53
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 52
Abundance Scan 2196 (15.004 min): BF137681.D\data.ms (-2193) (- m/z 252.10 100.00%
252.1
5000(43.1
T 7
15.00
m/z 43.10 43.36%
m/z--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
5000 — :
15.00
126.0 m/z 97.10  35.42%
83.0_| \H 2000,
\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\’\\\
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
T
15.00
5000 m/z 69.10 33.01%
125.0
39.0 83.0 | 2000 |
— e
m/z--> 50 100 150 200 250 300 350
Abundance #138565: Benzo[Kk]fluoranthene 7
252.0 15.00
m/z 55.10 32.87%
5000
126.0
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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 Benzo[j]fluoranthene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.180 2.88 ng 146245  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 97
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96
5 Benzo[a]pyrene 252 C20H12 000050-32-8 96
Abundance Scan 2226 (15.180 min): BF137681 D\data.ms (-2223) (- m/z 252.10 100.00%
25p.1
= —
431 12T‘3 0 199 1 ‘ 15.00 15.50
oltrl 840 || 16201991, W 3830375 n/z 250.10  29.10%
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0
5000 e et
15.00 15.50
126.0 m/z 253.10  21.33%
39.0 87.0 ‘\\ 163, 02000 |
\\‘\\\\ T \\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
— =
15.00 15.50
5000 m/z 125.00 16.00%
125.0
39.0 830 | 200.0 |
e
m/z--> 50 100 150 200 250 300 350
Abundance #138567: Benzo[Kk]fluoranthene T —
252.0 15.00 15.50
m/z 126.00  15.70%
5000
126.0
39.0 840 ‘\‘ 16302000,
N L o e e e Py
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924.M
: 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 20 Dibenzo[def,mno]chrysene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.692 2.06 ng 104548  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[ghi]perylene 276 C22H12 000191-24-2 96
2 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 94
3 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 93
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 90
5 Ethyl 5-pentyl-2-thioxo-1,3-dith... 276 C11H1602S3 120356-16-3 43
Abundance Scan 2483 (16.692 min): BF137681.D\data.ms (-2479) (- m/z 276.10 100.00%
276.1
138'1 T ‘ T T ‘ T
67.0 | 186.0224.1 331.2 1659 1700
et SESREC L SSRE L m/z 138.65  24.10%
m/z--> 50 100 150 200 250 300 350
Abundance #168932: Benzo[ghi]perylene
276.0
5000 Lt —
16.50 17.00
138.0 m/z 277.18  23.13%
500 910 \H 185.02220 h\
\\\\‘\\\\\\ \\\\‘\\ \\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #168942: Dibenzo[def,mno]chrysene
276.0
—— —
16.50 17.00
5000 ITI/Z 274.10 22.53%
138.0
m/z--> 50 100 150 200 250 300 350
Abundance #168937: Indeno[1,2,3-cd]pyrene by - iy
276.0 16.50 17.00
m/z 278.10 17.73%
5000
138.0
55.0 92.0 \“ 184.0224.0 “u
s e B T P e
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32224\
Data File : BF137681.D

Acqg On : 22 Mar 2024 14:56
Operator : CG\JU

Sample : P1827-01

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022924 .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|
Hexadecane 8.598 2.9 ng 229530 2 8.010 1563340 20.0
Tetradecane 9.163 4.1 ng 308384 3 9.757 1508620 20.0
2,6,10-Trimethy... 9.486 2.1 ng 158415 3 9.757 1508620 20.0
Dodecane 9.692 4.3 ng 322375 3 9.757 1508620 20.0
Heptadecane 10.192 4.6 ng 346052 3 9.757 1508620 20.0
Hexadecane, 2,6... 10.410 2.6 ng 199775 3 9.757 1508620 20.0
Nonane, 5-butyl- 10.663 8.3 ng 565053 4 11.239 1361950 20.0
Octadecane 11.110 5.0 ng 337419 4 11.239 1361950 20.0
Dodecane, 1-iodo- 11.139 2.5 ng 1737060 4 11.239 1361950 20.0
Heneicosane 11.539 3.9 ng 266899 4 11.239 1361950 20.0
n-Hexadecanoic ... 11.780 5.1 ng 349729 4 11.239 1361950 20.0
Eicosane 11.945 3.3 ng 222901 4 11.239 1361950 20.0
4,5-Dichloro-2-... 12.251 4.4 ng 301478 4 11.239 1361950 20.0
Heptacosane 12.333 3.6 ng 242412 4 11.239 1361950 20.0
Pentacosane 13.063 2.5 ng 144963 5 13.874 1178610 20.0
5-Eicosene, (E)- 13.733 5.5 ng 321267 5 13.874 1178610 20.0
1,3-Benzenedica... 14.510 2.9 ng 169415 5 13.874 1178610 20.0
Benzo[e]pyrene 15.004 2.2 ng 111628 6 15.304 1016110 20.0
Benzo[j]fluoran... 15.180 2.9 ng 146245 6 15.304 1016110 20.0
Dibenzo[def,mno... 16.692 2.1 ng 104548 6 15.304 1016110 20.0
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