LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc :

ALS Vvial : 12 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137054.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.158 9 12 21 rVB2 12427 19486 1.29% 0.128%
2 5.016 494 498 512 rVB 64670 79337 5.26% 0.521%
3 5.428 565 568 587 rBV 1023560 1003758 66.57% 6.596%
4 6.434 735 739 757 rBV 1138218 1027043 68.11% 6.749%
5 6.616 766 770 775 rBv4 36342 51118 3.39% 0.336%
6 6.781 795 798 802 rBV 455236 358355 23.77%  2.355%
7 7.045 838 843 847 rBvV2 20222 26320 1.75% 0.173%
8 7.345 890 894 897 rBV 756710 624218 41.40% 4.102%
9 7.369 897 898 901 rVB 31461 19688 1.31% 0.129%
10 7.804 969 972 976 rBv4 12266 19466 1.29% 0.128%
11 8.039 1009 1012 1013 rBV 34782 34261 2.27% 0.225%
12 8.057 1013 1015 1018 rVvV 520887 455545 30.21% 2.993%
13 8.116 1021 1025 1027 rVB 22956 22737 1.51% 0.149%
14  8.334 1060 1062 1067 rVV2 19919 27426 1.82% 0.180%
15 8.381 1067 1070 1072 rVV2 17104 21712 1.44% 0.143%
16 8.434 1076 1079 1083 rVB5 12229 17309 1.15% 0.114%
17 8.475 1083 1086 1088 rBV 38742 32362 2.15% 0.213%
18 8.645 1112 1115 1119 rBV 37324 28904 1.92% 0.190%
19 8.775 1134 1137 1140 rBV2 27094 22794 1.51% 0.150%
20 8.875 1150 1154 1157 rVB2 22934 23533 1.56% 0.155%
21 9.075 1186 1188 1194 rVB 40064 31864 2.11% 0.209%
22 9.134 1194 1198 1202 rBV 1261519 1118475 74.18% 7.350%
23 9.216 1207 1212 1214 rBV 39426 41511 2.75% 0.273%
24 9.251 1216 1218 1222 rBV2 24407 24993 1.66% 0.164%
25 9.404 1241 1244 1247 rVB 20493 23352 1.55% 0.153%
26 9.475 1252 1256 1258 rBv2 28702 29394 1.95% 0.193%
27 9.533 1264 1266 1269 rVB2 39747 29304 1.94% 0.193%
28 9.675 1288 1290 1295 rBV 31377 29850 1.98% 0.196%
29 9.745 1300 1302 1306 rVB 33319 25487 1.69% 0.167%
30 9.816 1306 1314 1317 rBV 608583 501013 33.23%  3.292%
31 9.851 1317 1320 1323 rVB 46576 41188 2.73% 0.271%
32 9.922 1326 1332 1339 rBV 1104520 1507855 100.00% 9.908%
33 10.022 1345 1349 1353 rVB2 28322 34967 2.32%  0.230%
34 10.063 1353 1356 1360 rVB3 18450 18013 1.19% 0.118%
35 10.133 1365 1368 1371 rBV2 17428 19572 1.30% 0.129%
36 10.245 1385 1387 1389 rVB 46226 32367 2.15% 0.213%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc :

ALS Vvial : 12 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.369 1404 1408 1412 rBV 53117 53362 3.54% 0.351%
38 10.469 1420 1425 1429 rVB3 25590 42935 2.85% 0.282%
39 10.610 1446 1449 1458 rVB 650881 597368 39.62% 3.925%
40 10.733 1465 1470 1477 rVB2 62276 89314 5.92% 0.587%
41 10.916 1498 1501 1504 rBV3 19853 25014 1.66% 0.164%
42 11.169 1540 1544 1547 rBvV2 39858 43059 2.86% 0.283%
43 11.204 1547 1550 1555 rVB2 54509 57505 3.81% 0.378%
44 11.310 1564 1568 1570 rBV 501567 411831 27.31% 2.706%
45 11.333 1570 1572 1576 rVV 344475 264766 17.56% 1.740%
46 11.386 1578 1581 1584 rVB 87208 69377 4.60%  0.456%
47 11.551 1606 1609 1613 rBV2 21586 27286 1.81% 0.179%
48 11.598 1615 1617 1620 rVV2 42440 40492 2.69% 0.266%
49 11.645 1623 1625 1630 rVB3 15621 21610 1.43% 0.142%
50 11.769 1644 1646 1650 rBV5 13942 17340 1.15% 0.114%
51 11.816 1650 1654 1656 rVV 59162 57169 3.79% 0.376%
52 11.845 1656 1659 1665 rvVv 157897 181965 12.07% 1.196%
53 11.892 1665 1667 1670 rVvV 32367 34507 2.29% 0.227%
54 11.927 1670 1673 1675 rVV 110198 106363 7.05% 0.699%
55 11.951 1675 1677 1680 rVB 41967 34436  2.28% 0.226%
56 12.010 1684 1687 1690 rVB 33119 26958 1.79% 0.177%
57 12.110 1702 1704 1707 rVB 27997 23400 1.55% 0.154%
58 12.292 1733 1735 1738 rBV4 24123 20631 1.37% 0.136%
59 12.369 1745 1748 1750 rBV 35495 35050 2.32% 0.230%
60 12.404 1750 1754 1760 rVB3 53272 85022 5.64% ©.559%
61 12.463 1760 1764 1767 rBV5 17284 29368 1.95% 0.193%
62 12.533 1772 1776 1779 rBV 570890 459115 30.45% 3.017%
63 12.569 1779 1782 1785 rVB4 41764 42988 2.85% 0.282%
64 12.633 1790 1793 1799 rVV3 32887 40513 2.69% 0.266%
65 12.686 1799 1802 1804 rBV 27323 26857 1.78% 0.176%
66 12.763 1810 1815 1821 rVB 478971 496758 32.94% 3.264%
67 12.904 1833 1839 1848 rVB 903368 838116 55.58% 5.507%
68 12.980 1848 1852 1858 rBV3 36315 69985 4.64% 0.460%
69 13.069 1864 1867 1868 rBV2 29963 30996 2.06% 0.204%
70 13.092 1868 1871 1875 rVB2 94010 91407 6.06% 0.601%
71 13.133 1875 1878 1880 rBV 40199 39889 2.65% 0.262%
72 13.157 1880 1882 1886 rVB 77164 68774 4.56% 0.452%
73 13.198 1886 1889 1891 rBvV2 41961 38834 2.58% 0.255%
74 13.292 1903 1905 1908 rBV 25808 19693 1.31% 0.129%
75 13.321 1908 1910 1912 rBV 25582 22509 1.49% 0.148%

76 13.392 1918 1922 1927 rVB 231985 229696 15.23% 1.509%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc :

ALS Vvial : 12 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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 13.480 1934 1937 1939 rBV2 34855 31487 2.09% 0.207%
78 13.721 1975 1978 1980 rBV 38535 37211  2.47%  ©.245%
79 13.745 1980 1982 1984 rVB 38385 27195 1.80% 0.179%
80 13.769 1984 1986 1988 rBV 29513 30903 2.05% ©0.203%
81 13.810 1991 1993 1998 rvVB2 50679 57911 3.84% ©0.381%
82 13.869 1998 2003 2004 rBV5 28975 49139 3.26% 0.323%
83 13.968 2015 2020 2023 rBV2 473775 649252 43.06% 4.266%
84 13.998 2023 2025 2028 rVB 247242 189399 12.56%  1.245%
85 14.074 2036 2038 2041 rVB 55991 45161 3.00% ©.297%
86 14.127 2044 2047 2052 rBV3 64131 63087 4.18% 0.415%
87 14.321 2078 2080 2082 rBV2 23375 20721 1.37% ©0.136%
88 14.363 2085 2087 2089 rVB 52602 41225 2.73% 0.271%
89 14.433 2096 2099 2102 rBV3 61391 76734 5.09% 0.504%
990 14.486 2106 2108 2110 rBV2 30590 23143 1.53% 0.152%
91 14.745 2149 2152 2155 rBV3 43197 43665 2.90% 0.287%
92 15.021 2195 2199 2202 rBV 206297 301383 19.99% 1.980%
93 15.086 2207 2210 2214 rVB3 60123 78455 5.20% ©.516%
94 15.133 2215 2218 2224 rBV 45916 61173 4.06% ©.402%
95 15.333 2248 2252 2258 rVB 124487 152013 10.08% ©.999%
96 15.398 2259 2263 2269 rVB 181912 230589 15.29% 1.515%
97 15.463 2269 2274 2278 rBV 269308 377853 25.06% 2.483%
98 15.921 2348 2352 2356 rBV3 50376 69396 4.60% 0.456%
99 16.980 2527 2532 2539 rVB 71285 139495 9.25% 0.917%
100 17.439 2606 2610 2619 rVB2 43004 84425 5.60% ©.555%
Sum of corrected areas: 15217850
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 12 Jan 2024 17:56
: CG\JU
. Pl1e4-01

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
BF137054.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BF137054.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.016 4.43 ng 79337 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
Abundance Scan 498 (5.016 min): BF137054.D\data.ms (-494) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 TP T T A
‘ 82.9 4.60 4.80 5.00 5.20 5.40
Ottt 25 e m/z 59.10 59.49%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10  19.04%
0 31\0 L 0 73.0 8?7'0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexano
59.0
‘\\\\A‘\\\\‘\\\\‘\\\\‘\\
4.60 4.80 5.00 5.20 5.40
5000 310 43.0 73.0 m/z 58.00 15.64%
oH_‘Mm“‘:MH_u\“‘;m‘,mw8‘4ﬁ‘°‘_Hl‘o‘lmow_
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- R e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.94%
41.0
5000
86.0
O bt 2010
m/z--> 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56

Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2 Benzene, 2-propenyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.616 2.85 ng 51118 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 62
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 50
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 50
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 50

5 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 46

Abundance Scan 770 (6.616 m|n) BF137054.D\data.ms (-766) (-)
48.0 117.1

m/z 44.95 100.00%

5000 91.0
59.1

e L ol

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10186: Benzene, 2-propenyl-

6.20 6.40 6.60 6.80 7.00
m/z 117.10 95.82%

o

117.0

SN LIS e Wy

6.20 6.40 6.60 6.80 7.00
39.0 m/z 43.05  79.42%

‘ 65.0
H\‘\\\\‘]_\\5\\0‘\\\‘f[\\f}“\\\\}‘\\\\‘}‘\‘\\‘\w\‘!‘\\\\‘i}\\\‘\‘\\\‘\\1“\\\\‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0

6.20 6.40 6.60 6.80 7.00

5000 91.0

o

5000 ITI z 57.00 79.37%
91.0
39.0 63.0 77.0
I Y0 A A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.20 6.40 6.60 6.80 7.00
m/z 118.00 77.43%
5000
91.0
39.0 s5gg 770 J\
0 HWm_m‘mwm“_m}‘w!‘ “‘“H“l_u“‘uu‘“m‘HMHH‘ e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.922 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.922 60.19 ng 1507860  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 12
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 11
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10
4 3-Octanol, 2,6-dimethyl-, acetate 200 C12H2402 123232-57-5 10
5 1-Tridecene 182 C13H26 002437-56-1 10

Abundance Scan 1332 (9.922 min): BF137054.D\data.ms (-1326) (-) m/z 43.05 100.00%

43.0
5000 1011 474
70.0

10.00
197.2
SES— H‘ ‘md“‘wu ‘Hm_H“‘l?‘?&”H,w,w," m/z 57.85 54.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

5000
85.0 10 00
29.0 ' m/z 101.10  46.10%
o L | H‘ | [M10 140016801960 241
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
43.0
7.0 10 00
5000 ITI z 97.10 42.51%
69.0
b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0 10 OO

m/z 59.10  39.99%

5000
101.0
1
o201 730

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00
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Data Path :

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\

BF137054.D

: 12 Jan 2024 17:56
: CG\JU
. Pl1e4-01

: 12 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Nonadecane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.733 4.34 ng 89314  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 72
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 68
3 Heptacosane 380 C27H56 000593-49-7 64

4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S

000638-36-8 64
1000309-19-3 58

Abundance Scan 1470 (10.733 min): BF137054.D\data.ms (-1465) (- m/z 57.05 100.00%

57.0
5000
e 1050 11.00
ol bbb L b 3208 1 65 69.58%
miz--> 50 100 150 200 250 300 350
Abundance #176392: Nonadecane, 2-methyl-
57.0
5000 s a—
10.50 11.00
m/z 43.10 50.33%
LT 1e101s50 2390
O\“\““\h\“\‘\f‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
—r —
10.50 11.00
5000 m/Z 85.10 31.32%

o

113.0
‘ 83.0
m‘ m\M‘_m‘“‘2‘5‘3‘9”_”‘_‘”
m/z--> 0 100 150 200 250 300 350

\‘ H‘ I |
Abundance #287977: Heptacosane T —
57.0 10.50 11.00

m/z 41.10

5000 NNMWAAWMWJKMWWWWWNJm
i

oLy F | ‘1410183022502670 323.0 380.
m_ it O AL M 2 L s e e
miz--> 50 100 150 200 250 300 350 10.50 11.00
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Data Path :
Data File : BF1
Acqg On 12
Operator : CG\
Sample . P11
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\

37054.D

Jan 2024 17:56
Ju

04-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Octacosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.169 2.09 ng 43059  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Tetradecane 198 C14H30 000629-59-4 64
3 Heptadecane 240 C17H36 000629-78-7 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 64

Abundance Scan 1544 (11.169 min): BF137054.D\data.ms (-1540) (- m/z 57.05 100.00%

57.0
5000

—
9.0 154.0196.1 11.00 11.50
B 1T o O S m/z 43.10  81.39%

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — e
11.00 11.50

m/z 71.10 67.83%

ol mh\\J141018302250 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane

57.0

—
11.00 11.50
5000 m/z 85.10  40.81%

AN d mﬂ u%410 198.0
I A B B T e B B A S
m/z--> 50 100 150 200 250 300 350

Abundance #123959: Heptadecane 7 —
57.0 11.00 11.50

m/z 55.00 34.51%

- MMWW
9.0
I

o

o
=
[

7 -

\‘ ‘ “ [ u‘ | 141. 01820 2400

e TRt S — —
miz--> 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\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Dibenzothiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.204 2.79 ng 57505  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 91
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 60
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 60
4 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 60
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 60

Abundance Scan 1550 (11.204 min): BF137054.D\data.ms (-1547) (-] ' m/z 184.10 100.00%

184.1
57.0
5000 j{
85.0 \

139.1 T

‘ ‘ 113.1 11.00 11.50
0 ‘ [ TP DR ‘a“l‘?_‘?w“m_2‘1‘2‘2‘ m/z 57.05 57.24%
miz--> 60 80 100 120 140 160 180 200
Abundance #58967: Dibenzothiophene AMNMWU&WMJAwﬂANwNAAA/
184.0
5000 —— —

11.00 11.50
m/z 71.10  47.26%

139.0
92.0
)30 890 F0ug0 T
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58974: Naphtho[1,2-b]thiophene
184.0

—
11.00 11.50

5000 m/z 85.05 20.88%
139.0
ol 45.0 690, 9201130 “ 1500 |
B R B e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58972: Naphtho[2,1-b]thiophene T T
184.0 11.00 11.50

m/z 43.10 19.17%

5000
139.0
92.0

0l 400 690 U 1130 ‘ 1590 ||
mCUSINE+ TN - =XV N

T T
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Phenanthrene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.816 2.78 ng 57169  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 87
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
Abundance Scan 1654 (11.816 min): BF137054.D\data.ms (-1650) (| m/z 192.10 100.00%
192.1
5000 W
165.0
94.9 ll 50 12. 00
68.0 119.0
0l 430 080 T 11901420 | Ml 2260 1 ie1.10  60.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
11 50 12 00
165.0 m/z 189.10  29.66%
0 39.0 63 0 | M 139 0 | ]
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— -
11.50 12.00
5000 m/z 193.10 18.94%
165.0
ol 390630 960 1390 |
R L Rl L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 11 50 12 00
m/z 190.10  18.03%
5000
165.0
o 390 630 960 1390 | W
e et e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Anthracene, 9-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.845 8.84 ng 181965 Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 60
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60

Abundance Scan 1659 (11.845 min): BF137054.D\data.ms (-1656) (- m/z 192.05 100.00%
1

I

11. 50 12. 00

5000

227.3 256.1

0 m/z 191.10 64.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67027: Anthracene, 9-methyl-
192.0
5000
11. 50 12 00
m/z 73.00 51.66%
5280 630 940 13901939 I
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67025: Anthracene, 2-methyl-
192.0
11. 50 12 00
5000 ITI z 60.00 49,23%
96.0 165.0
At RSt A | R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67028: Anthracene, 1-methyl-
192.0 11. 50 12 00
m/z 43.05 46.98%
5000
165.0
63.0 96.0 139.0

Ol et et the b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.928 5.17 ng 106363  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 87
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
5 Megastigmatrienone 190 C13H180 038818-55-2 22

Abundance Scan 1673 (11.927 min): BF137054.D\data.ms (-1670) (- m/z 190.10 100.00%
19p.1
5000 ﬂ
94.5 M
12.00
57.1 1271 1631 218.1 . ,
Olprrrrproemr i to b ML 2181 2560 /7 189,05  98.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 7 \”T’NT‘N}
94.0 12.00
4. m/z 191.10  33.32%
310 630 | 137.0163.0 UM
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
Y
12.00
5000 m/z 192.10 32.36%
94.0
163.0
o,ww‘_mw“_‘H_‘H,mw‘mwu‘““wwH_m,‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64636: 2,3,5,6-Tetramethylterephthalaldehyde e R
39.0 190.0 12.00
m/z 94.50 25.53%
91.0
5000 65.0 133.0 161.0
O e e e e e e e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknownl2.404 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.404 4.13 ng 85022  Phenanthrene-d1e 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Bromo-2-hydroxy-6-methyl-4-pyr... 204 C6H5Bro3 1010241-90-6 38
2 Pentacosane 352 C25H52 000629-99-2 30
3 Tritetracontane 605 C43H88 007098-21-7 25
4 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 25
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 25

Abundance Scan 1754 (12.404 min): BF137054.D\data.ms (-1750) (- m/z 57.05 100.00%

57.0
5000 206.1
—
133.0 2841 12.50 ;
Ottt m/z 71.05 69.00%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #80663: 3-Bromo-2-hydroxy-6-methyl-4-pyranone

=

85.0
204.0
5000 L
12.50
m/z 43.10 68.16%
18.0 u
O‘\“\‘!‘&WM‘I“\H\H\Jl\u\“‘\“\\‘\J‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262013: Pentacosane
57.0
—
12.50
5000 ITI/Z 85.05 52.16%
oL LIRS 2110 ss20
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T
57.0 12.50
m/z 206.10 44 .26%
5000
ol | m\ 127.0197.0267.0337.0  463.0 533.0 604.(
e e e e e e T e —5
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Pyrene, 1-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.980 2.16 ng 69985  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 74
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 68
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 68
Abundance Scan 1852 (12.980 min): BF137054.D\data.ms (-1848) (- m/z 216.05 100.00%
21p.1
o JULUL
431 107.5 ‘356
", 78.0 148.9 186.0 253.1 285 13,
0° m/z 215.05  97.95%
miz-> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 L
13.00
95.0 m/z 213.10 22.01%
0 \2\7\0\ ‘6\3.(\)\ \““H! L — -}6\3\0\ h‘i f \“H\ LA I
miz--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0
R
13.00
m/z 217.05 20.79%
5000 95.0
oo |l ey |
miz--> 50 100 150 200 250
Abundance #94574: 11H-Benzo[b]fluorene —
216.0 13.00
m/z 107.50  18.15%
108.0
5000
%20, \‘ 1630 M
e T L B RLAvS
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.092 2.82 ng 91407  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 93
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 81
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 72
Abundance Scan 1871 (13.092 min): BF137054.D\data.ms (-1868) (-} | m/z 216.10 100.00%
216.
o AMU\L
1078 B
187.0 :
ol 2L JH“ 1450, . 2840 m/z 215.10  79.63%
miz-> 50 100 150 200 250
Abundance #94572: 11H-Benzol[b]fluorene
216.0
5000 — ‘
13.00
m/z 213.10  24.60%
107.0
0280 630 | | 163.0 H‘
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94573: 11H-Benzol[a]fluorene
216.0
M\ T ‘ T ‘
13.00
5000 m/z 217.10 20.05%
107.0
0270 630 | | 163.0 H‘
T Tl
miz--> 50 100 150 200 250
Abundance #94571: 7TH-Benzol[c]fluorene T
216.0 13.00
m/z 107.60  17.03%
5000
108.0
(S H e mh‘uH‘ e LA
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 11H-Benzo[a]fluorene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.157 2.12 ng 68774  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 83
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 64
5 6H-Thiazolo[5,4-e]indole, 2,7,8-... 216 C12H12N2S 1000338-32-0 58

Abundance Scan 1882 (13.157 min): BF137054.D\data.ms (-1880) (- m/z 216.05 100.00%
216.

1
5000

107.6

m 13.00 13.50
ol 220 w‘M”“‘ 0L 28T 7 21510 92.38%
miz--> 50 100 150 200 250
Abundance #94572: 11H-Benzol[b]fluorene ALﬂWAJLVAva)&AM
216.0
5000 T T

=
13.00 13.50
m/z 213.10  20.99%

107.0
0280 630 | 163.0 M
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
4

e
13.00 13.50

5000 m/z 217.10 17.76%
95.0
= 2‘7"0‘ ‘6‘3‘0 . ‘\“ \H‘ —— ‘16‘3‘0‘ h‘; i ‘\‘H‘ —
miz--> 50 100 150 200 250
Abundance #94575: 11H-Benzo[a]fluorene e P
216.0 13.00 13.50

m/z 107.60  16.49%

5000
108.0
0 63.0 \ 163.0 H

e s
miz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.392 7.08 ng 229696  Chrysene-di2 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 78
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 1922 (13.392 min): BF137054.D\data.ms (-1918) (- m/z 59.00 100.00%
59.0
5000 J\\
‘ 26 13‘06 EL3‘56
126.1 . .
0b— “M Wl ek 1842 2321 2813 326, . 75 05  58.49%
mfz--> 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 . e
13.00 13.50
m/z 55.10 35.97%
98.0
018 Mh HH &Ii ‘9.9\ :\]-8\4\0‘ T \2\38\‘0\2\8\‘1\0‘ T T
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
— ——
13.00 13.50
5000 ITI/Z 41.10 27 .64%
0oL \“\h JM “‘ H\\ Mh u‘\\ ‘\‘ i :\1"68‘(‘) ‘2‘19‘0‘ ?5‘3‘0‘ e
miz--> 100 150 200 250 300
Abundance #108043: Tetradecanamide — —
59.0 13.00 13.50
m/z 43.10 23.86%
- W
oLl T1#0149.01840 227.0
\\‘\‘\“‘\‘\H\“\\\\“\\\\‘\\‘\\‘\\\\‘\\\ ‘\ \‘\
m/z--> 50 100 150 200 250 300 13.00 13.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
BF137054.D

Jan 2024 17:56

¢ CG\JU
. Pl1o4-01

12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Pentacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.433 2.36 ng 76734  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 Heptadecane 240 C17H36 000629-78-7 70
3 Hexadecane 226 C16H34 000544-76-3 70
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 60
5 Tetradecane 198 C14H30 000629-59-4 55

Abundance Scan 2099 (14.433 min): BF137054.D\data.ms (-2096) (- m/z 57.10 100.00%
57.1
5000 m
242.2
9.0 L
14.50
oLb— -l \HUH‘\‘HH\‘\ H\‘ \h \I\ | %5‘? .:‘L‘ ‘]'l?%g HJ H \\\\‘2‘8‘4‘ 0 Ly ‘3‘5‘2‘4" ?’?7‘ . ITI/Z 43.10 69.4300
miz--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
5000 1
14.50
m/z 71.05 57.70%
i mowsonso seso ssz0
\\\\‘ \\‘\\\\‘\\\\‘!\\1‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
—
14.50
5000 m/z 85.10 47.18%
9.0
0 (B! u‘ | 14101830 2400
““““‘ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane —
57.0 14.50
m/z 242.15  29.37%
5000
o ‘\ ‘L‘ | %9‘0 141.0183.0226.0
T A L e e e o —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56

Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Octadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.745 2.31 ng 43665  Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Nonadecane 268 C19H40 000629-92-5 78
4 Heptadecane 240 C17H36 000629-78-7 78
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62

Abundance Scan 2152 (14.745 min): BF137054.D\data.ms (-2149) (-} ' m/z 57.10 100.00%
57.1
5000 MW%ANAWWHANWMMWWA\J“
1602 o561 —— —
h H (2111 |7 31523571400, 14.50 15.00
0L ‘m’ A ‘H‘u ‘\ \‘h plLy i WH i \}\‘ “mw‘w i m/z 43.10 79.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 —r —
14.50 15.00
m/z 71.10 65.73%
L1 \ ‘14101830 254.0
O\‘\‘\"\“‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0
—— —
14.50 15.00
5000 ITI/Z 85.05 50.15%
9.0
0 [1] RN 0183 0225.0267.0  338.0
el T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane T —
57.0 14.50 15.00
m/z 41.10 27.61%
e WWWM
0 I H\ L u‘ I 141 0183.0 268.0
A e —— —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.133 3.24 ng 61173  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
3 Benzo[e]pyrene 252 C20H12 000192-97-2 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 89

Abundance Scan 2218 (15.133 min): BF137054.D\data.ms (-2215) (- m/z 252.10 100.00%
5

252.1
5000

—t—
126.0 15.00 15.50
#1.0 81.0 174.8 : :
O Ly L A7A8 o 8001 3714 ) 5e.e5  29.21%
m/z--> 50 100 150 200 250 300 350
Abundance #138563: BenzolK]fluoranthene
252.0
5000 — ~
15.00 15.50

m/z 253.10  27.43%

126.0
T ‘ T \8\7\.% \‘“ \‘H\ T ’ T \2\()‘0.\0\‘”\ \h‘\ T T ‘ L ‘ T T T
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzol[b]fluoranthene
252.0

T
15.00 15.50

o

5000 ITI/Z 251.10 11.82%
126.0
020 870, | 200 |
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene T —
252.0 15.00 15.50

m/z 126.00  11.80%

5000
125.0
0890 830 | | 200.0 |

T s
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\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.333 8.05 ng 152013  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
4 Perylene 252 C20H12 000198-55-0 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2252 (15.333 min): BF137054.D\data.ms (-2248) (| m/z 252.85 100.00%
252.1
5000
125-0162 o 15.00 15.50
ol AL 1l 1629 2001 | 8162 3781 ./ 350,65  29.06%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 - e
15.00 15.50
m/z 253.05 21.55%
125.0
0390 830 | 200.0. ||
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
— =
15.00 15.50
5000 ITI/Z 125.00 12.80%
126.0
o SOyl moo |
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 251.10 10.11%
5000
126.0
0 830\ “ ‘“\ 2000\ il Y
— e — e ,
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\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56

Operator : CG\JU

Sample : Pl11e4-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Tetracosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.921 3.67 ng 69396 Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 76
2 Hentriacontane 437 C31H64 000630-04-6 74
3 Hexacosane 366 C26H54 000630-01-3 74
4 Heptacosane 380 C27H56 000593-49-7 72
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 72

Abundance Scan 2352 (15.921 min): BF137054.D\data.ms (-2348) (- m/z 57.05 100.00%
57.0
5000 W
266. iéod
[o) “h i ‘H h Mmhm\‘\ﬂw\ luach il \‘hm oy = Hh“u iy H\H ?’?Z ‘2‘ ‘3‘9‘3“2‘ - ITI/Z 71.19 63.71%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 R
16.00
m/z 43.10 55.56%
O \“‘\ \“ hh \h‘\ ‘ \“‘\“\ “ ‘\ ‘\ \‘\ ‘2\2\57 \o‘ L ‘ \\3\3§‘0\ T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
——
16.00
5000 m/z 85.10 52.65%
.0
0 uh\ \‘h:h h I‘ \ 16\9 lO 1 2\2'\5 p 309 0 365 0 437 !
— ‘ i T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane —
57.0 16.00
m/z 69.10 21.63%
5000
oL LLLI ] 90 2250 2050 a0 -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137054.D

Acqg On : 12 Jan 2024 17:56
Operator : CG\JU

Sample : Pl11e4-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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-Pentanone, 4-... 5.016 4.4 ng 79337 1 6.781 358355 20.0
Benzene, 2-prop... 6.616 2.9 ng 51118 1 6.781 358355 20.0
unknown9.922 9.922 60.2 ng 1507860 3 9.816 501013 20.0
Nonadecane, 2-m... 10.733 4.3 ng 89314 4 11.310 411831 20.0
Octacosane 11.169 2.1 ng 43059 4 11.310 411831 20.0
Dibenzothiophene 11.204 2.8 ng 57505 4 11.310 411831 20.0
Phenanthrene, 2... 11.816 2.8 ng 57169 4 11.310 411831 20.0
Anthracene, 9-m... 11.845 8.8 ng 181965 4 11.310 411831 20.0
4H-Cyclopenta[d... 11.928 5.2 ng 106363 4 11.310 411831 20.0
unknownl2.404 12.404 4.1 ng 85022 4 11.310 411831 20.90
Pyrene, 1-methyl- 12.980 2.2 ng 69985 5 13.974 649252 20.0
11H-Benzo[b]flu... 13.092 2.8 ng 91407 5 13.974 649252 20.0
11H-Benzo[a]flu... 13.157 2.1 ng 68774 5 13.974 649252 20.0
9-Octadecenamid... 13.392 7.1 ng 229696 5 13.974 649252 20.0
Pentacosane 14.433 2.4 ng 76734 5 13.974 649252 20.0
Octadecane 14.745 2.3 ng 43665 6 15.463 377853 20.0
Benzo[e]pyrene 15.133 3.2 ng 61173 6 15.463 377853 20.0
Perylene 15.333 8.1 ng 152013 6 15.463 377853 20.0
Tetracosane 15.921 3.7 ng 69396 6 15.463 377853 20.0
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