LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS Vvial : 11 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: BF136976.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 8 13 19 rVB2 15033 22080 1.76% 0.202%
2 5.016 494 498 511 rBV 174873 201055 16.02% 1.838%
3 5.428 565 568 583 rBV 1160179 1044893 83.26% 9.550%
4 6.434 735 739 755 rBV 1189943 1066596 84.99%  9.748%
5 6.781 795 798 802 rBV 444384 343384 27.36%  3.138%
6 7.345 890 894 897 rBV 800954 692708 55.20% 6.331%
7 7.569 930 932 935 rVB 28641 24464 1.95% 0.224%
8 7.798 968 971 974 rVB 20199 16288 1.30% 0.149%
9 8.057 1012 1015 1018 rBV 523481 436207 34.76% 3.987%
10 8.080 1018 1019 1022 rVB 53928 28048 2.23% 0.256%
11 8.380 1060 1070 1077 rBV5 15623 41494 3.31% ©0.379%
12 8.645 1113 1115 1119 rVB 29412 23349 1.86% 0.213%
13 8.775 1134 1137 1140 rBV 21684 17838 1.42% 0.163%
14  9.133 1194 1198 1202 rBV 1457083 1254961 100.00% 11.470%
15 9.216 1208 1212 1214 rBV 93580 74633 5.95% 0.682%
16 9.469 1251 1255 1257 rBv2 21064 24023 1.91% 0.220%
17 9.533 1262 1266 1268 rVv4 32892 40920 3.26% ©0.374%
18 9.557 1268 1270 1273 rVB 24102 21865 1.74% 0.200%
19 9.592 1273 1276 1280 rBV2 21636 18292 1.46% 0.167%
20 9.680 1286 1291 1294 rBvV3 14291 18441 1.47% 0.169%
21  9.745 1299 1302 1305 rVB 155475 117408 9.36% 1.073%
22 9.816 1310 1314 1318 rVWV 586128 467260 37.23% 4.271%
23 9.916 1326 1331 1338 rBvV 216172 306281 24.41% 2.799%
24  9.974 1338 1341 1344 rBV3 15480 17411 1.39% 0.159%
25 10.063 1353 1356 1361 rVB3 23882 29033  2.31% 0.265%
26 10.245 1384 1387 1390 rVB 97270 73063 5.82% 0.668%
27 10.469 1420 1425 1427 rBV 14675 20468 1.63% 0.187%
28 10.610 1446 1449 1462 rVWW 767202 682689 54.40%  6.240%
29 10.722 1465 1468 1476 rVB 41746 46762 3.73% 0.427%
30 11.169 1540 1544 1547 rBV 14013 15116 1.20% 0.138%
31 11.310 1564 1568 1570 rBV 597245 471984 37.61% 4.314%
32 11.333 1570 1572 1575 rVV 75352 63242 5.04% 0.578%
33 11.386 1578 1581 1584 rVB 15537 15206 1.21% 0.139%
34 11.604 1613 1618 1621 rBV2 14289 14463 1.15% 0.132%
35 11.704 1632 1635 1638 rBV 24140 18057 1.44% 0.165%
36 11.816 1650 1654 1656 rBV 18531 18439 1.47% 0.169%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS Vvial : 11 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 11.839 1656 1658 1665 rBV 115836 129673 10.33% 1.185%
38 11.927 1670 1673 1675 rBvV2 20732 21299 1.70% ©.195%
39 12.092 1697 1701 1703 rBV5S 14582 15529 1.24% 0.142%
40 12.363 1743 1747 1750 rBV 15574 18531 1.48% 0.169%
41 12.410 1750 1755 1760 rVB4 34656 53029 4.23% 0.485%
42 12.527 1772 1775 1779 rBV 86442 85514 6.81% 0.782%
43 12.633 1789 1793 1797 rBV4 24327 33012 2.63% 0.302%
44 12.757 1810 1814 1820 rBV 85928 98433 7.84%  ©.900%
45 12.804 1820 1822 1828 rVB6 12501 16026 1.28% 0.146%
46 12.904 1835 1839 1842 rBV 1327445 1092007 87.02% 9.981%
47 12.927 1842 1843 1847 rVB 27984 16207 1.29% 0.148%
48 12.980 1849 1852 1857 rVB6 11490 14668 1.17% 0.134%
49 13.074 1864 1868 1869 rBV3 12010 16434 1.31% 0.150%
50 13.133 1875 1878 1880 rBV 23576 26182 2.09% 0.239%
51 13.198 1887 1889 1892 rVB 29169 26597 2.12% 0.243%
52 13.268 1896 1901 1903 rBV5S 14127 23148 1.84% 0.212%
53 13.445 1928 1931 1933 rBV 35915 30457 2.43% 0.278%
54 13.480 1933 1937 1939 rVB3 22463 22887 1.82% 0.209%
55 13.604 1951 1958 1963 rBV9 13233 30209 2.41% 0.276%
56 13.715 1974 1977 1980 rBV3 14227 14749 1.18% 0.135%
57 13.810 1991 1993 1996 rBV2 26318 19857 1.58% 0.181%
58 13.857 1996 2001 2009 rBVvV9 34811 88849 7.08% 0.812%
59 13.968 2015 2020 2023 rBV 375688 394825 31.46% 3.609%
60 13.992 2023 2024 2032 rVB 41801 32776 2.61% 0.300%
61 14.062 2032 2036 2041 rVB 34601 40505 3.23% ©0.370%
62 14.127 2044 2047 2054 rVB2 27211 32671 2.60% 0.299%
63 14.339 2080 2083 2085 rBV 17899 16365 1.30% ©0.150%
64 14.433 2096 2099 2104 rBvV4 29363 34472 2.75% ©0.315%
65 14.592 2122 2126 2132 rVB4 20253 32199 2.57% ©0.294%
66 14.745 2149 2152 2154 rBV4 16593 15530 1.24% 0.142%
67 14.815 2161 2164 2169 rVB2 38746 37012 2.95% ©.338%
68 15.021 2195 2199 2206 rBV 33334 61806 4.92% ©.565%
69 15.127 2214 2217 2220 rBV5 11407 17529 1.40% 0.160%
70 15.321 2248 2250 2256 rVB 23843 28147 2.24% 0.257%
71 15.386 2259 2261 2267 rVB 30803 39885 3.18% ©.365%
72 15.451 2267 2272 2283 rBV 322716 415152 33.08% 3.794%
73 18.109 2719 2724 2731 rVB9 27333 60663 4.83% 0.554%
Sum of corrected areas: 10941255
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS vial : 11 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

Abundance TIC: BF136976.D\data.ms
1400000

1200000 5.428 6.434

1000000

800000 7:345

600000

6.781
400000

200000 5.016
2.163 7.569

OT/\\‘\H\‘\\H’HH‘\H\‘\\H’HH‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\H\‘HH‘H\\‘\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH

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: BF136976.D\data.ms
1400000 9.133 12.904

1200000

1000000
800000 10.610

600000 8.057 9.816 11.310

400000

200000 b ot 9.7
r.798 8980 5380 8.645775 bL 9.

10.245 111333 11.839 12.5212.757
0 07963 | 1046910722 11.1691 3861 60E081927.0021334402 633 $4PREHALYS
e e T A T e S e e e e e T e AT T Y,
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: BF136976.D\data.ms

1400000

1200000

1000000

800000

600000

13.968

400000 15.451

200000

SIAW274 136488 504 4 '} 453386 18100

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\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS vial : 11 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 2
R.T. EstConc Area Relative to ISTD R.T.
5.016 11.71 ng 201055 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 498 (5.016 min): BF136976.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R R e i
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Oty SR8 m/z 59.10  58.72%
miz-> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | L LU B R
590 4.60 4.80 5.00 5.20 5.40
m/z 101.10 18.71%
0 27\\\ i | 8370 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R A ARAASBRET
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 15.42%
126.0
el i 2802420
m/iz--> 20 40 60 80 100 120 140
Abundance #4150: 1-Propen-2-ol, acetate R A RRARSBRRE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.37%
5000
15‘.0 | 72‘.0 100.0
ottt P s R e
m/z--> 20 40 60 80 100 120 140 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\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 2 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.216 3.19 ng 74633  Acenaphthene-d1e 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane 170 C12H26 000112-40-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1212 (9.216 min): BF136976.D\data.ms (-1208) (-) m/z 57.05 100.00%
57.0
5000
RERARREEES LS A o
H 113.1 1412 1982 8.80 9.00 9.20 9.40 9.60
Ol ol M3 1412 1602 1982 s 4310 80.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 B R i e
8.80 9.00 9.20 9.40 9.60
29.0 m/z 71.05 57.01%
0 ||| 301410 1600 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
 RERERRARENSASEIS IS
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.05 37.50%
85.0
29.0
0 ‘\‘ \‘\ H\ H\ L 11?’ 0 141.0 169.0 226.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane RARESEERE ey e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 41.05 36.21%
5000
85.0
29.0
0 \‘ “\ H \‘\ el 11?’ 0 141.0 184.0 vy
B R e e A ARRAa aaa R R
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\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.745 5.03 ng 117408  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1302 (9.745 min): BF136976.D\data.ms (-1299) (-) m/z 57.10 100.00%

57.1
5000 85.0

113.1
‘H‘H‘AMHM‘M‘Muwﬁquu%ﬁ¥%ﬁ§99‘u‘ﬁ?aﬁ‘H,H m/z 43.05 80.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90192: Pentadecane
57.0
85.0

o

5000 = —T
9.50 10.00
29.0 m/Z 71.05 54.54%
H\‘H\\‘H\\‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘\\H‘\\H’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
= T
9.50 10.00
5000 m/z 85.05 38.48%
85.0
29.0
0 \M“Mwﬂ%mwm%mmnm
et A e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane P —
57.0 9.50 10.00

m/z 41.00 34.30%

5000
85.0
29.0
L momose

Y 1 S i L N S -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS vial : 11 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 4 unknown9.916 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.916 13.11 ng 306281  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 14
2 Pentanoic acid, 4,4-dimethyl-3-o0... 158 C8H1403 055107-14-7 10
3 2-t-Butyl-5-propyl-[1,3]dioxolan... 186 C10H1803 157733-17-0 10
4 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 10
5 5-Ethyl-3-nonanol 172 C11H240 019780-71-3 10

Abundance Scan 1331 (9.916 min): BF136976.D\data.ms (-1326) (-) m/z 43.10 100.00%

43.1
5000 101.1 137.2 M
70.1 A
10.00
197.2
S _‘;H‘w,“:‘”‘ww!uummwe‘l‘?‘?'ﬂw‘_ m/z 57.10  55.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 T
10.00
101.0 m/z 101.10 42.81%
15.0 ‘ ‘
0 H‘\‘\‘1‘\\“‘1\\““\H\’HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35196: Pentanoic acid, 4,4-dimethyl-3-oxo-, methyl este
57.0
e
10.00
5000 101.0 m/z 97.10 42.49%
29.0
‘ ‘ ‘ 130.0 158.0
Y RN R 8 A U it
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60464: 2-t-Butyl-5-propyl-[1,3]dioxolan-4-one e
57.0 10.00
101.0 m/z 137.20 42.21%
5000 29.0
129.0
0 9,'¢156'0 AN
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 5 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.245 3.13 ng 73063  Acenaphthene-dile 9.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tridecane 184 C13H28 000629-50-5 83
4 Eicosane 282 (C20H42 000112-95-8 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1387 (10.245 min): BF136976.D\data.ms (-1384) (- m/z 57.05 100.00%
57.0
5000 85.1
e —
10.00 10.50
113.1 141.0
0“w“HUMNM‘NMHM‘ﬂ‘mh_wup‘u‘_‘u‘u‘w“u‘u“ m/z 43.10 79.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 R =
10.00 10.50
290 85.0 m/z 71.05 58.31%
0 J “‘ l u“i ;113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
)
e ey
10.00 10.50
m/z 85.10 38.41%
5000 85.0
29.0
0 \‘ 1l H\ \‘\ b 11\’\3.0‘\ 14\1'0‘169'0 212'0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane e e
57.0 10.00 10.50
m/z 41.00 32.75%
5000
85.0
29.0
o L am0am0 s
B R e e A ARRAa aaa —— =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 5.49 ng 129673  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 42
Abundance Scan 1658 (11.839 min): BF136976.D\data.ms (-1656) (- m/z 60.00 100.00%
60.0
192.1
5000
87.0 — )
‘ ‘ h‘ : 557 3256.1 11.50 12.00
0“wu‘wwﬂ‘”Mwa m/z 43.10 99.68%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 \‘ T
11.50 12.00
167.01g5 02130  256.0 m/z 73.10 99.57%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— i
11.50 12.00
5000 129.0 m/z 57.10 83.14%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid T —
3
43.0 73.0 11.50 12.00
m/z 55.05 75.89%
5000 129.0
171.0
214.0
0150? - —
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\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 unknownl2.410 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.410 2.25 ng 53029  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 45
2 Methyl (Z)-10-pentadecenoate 254 C16H3002 1000426-92-2 38
3 Cyclododecanemethanol 198 C13H260 001892-12-2 25
4 Cyclopropanenonanoic acid, methy... 212 C13H2402 010152-60-0 22
5 Myristoleic acid 226 C14H2602 000544-64-9 22

Abundance Scan 1755 (12.410 min): BF136976.D\data.ms (-1750) (- m/z 55.00 100.00%

55.0
5000 ,

7
12.50

ok m/z 57.00 60.32%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #176294: Cyclopropaneoctanoic acid, 2-hexyl-, methyl es
55.0
5000 3.0 T
12.50
) m/z 43.00 50.71%
27‘.0” \‘ ‘ MH \H\ 13001660 2080 2500
O\\‘HH’”H‘\H\H"\‘\‘\‘
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #140836: Methyl (Z)-10-pentadecenoate
55.0
e
12.50
5000 87.0 ITI/Z 69.05 49.96%
‘ ‘ ‘ H‘ 1380 1800 2220
[ — M ‘ “‘J\ “,‘M “ MHM AT T ‘1 — ““ it
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #73909: Cyclododecanemethanol ——
55.0 12.50
83.0 m/z 74.00 47.33%
5000
111.0
TLbL |
ot hd g L poozeso oy ]
m/z--> 20 40 60 80 100120140160 180 200220 240 260 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.857 4.50 ng 88849  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4,5-tetraethyl- 196 C14H28 061142-00-5 91
2 1-Hexadecanol 242 C16H340 036653-82-4 58
3 2-Cyclohexen-1-0l, 1-methyl- 112 C7H120 023758-27-2 55
4 Cyclododecane 168 C12H24 000294-62-2 51
5 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 46
Abundance Scan 2001 (13.857 min): BF136976.D\data.ms (-1996) (- m/z 43.05 100.00%
43.0 97.0
5000
— ——
| ‘ | 1540 1670 2341 304. | 1350 14.00
ob—l, ull Ml “‘U‘Hu‘”‘m““h‘ L MH‘H‘ ”‘ I U‘ N ——— \‘ m/z 97.05 97.90%
miz-> 50 100 150 200 250 300
Abundance #71771: Cyclohexane, 1,2,4,5-tetraethyl-
55.0, 97.0
5000 — ——
167.0 1350 14.00
m/z 69.00  97.55%
O+ H‘\ Il ““\ H‘ ”\M‘ T ‘“‘ ‘\‘ -:Lb\awo‘ \“\ \1\9‘8‘9 L B B B B
miz-> 50 100 150 200 250 300
Abundance #126376: 1-Hexadecano
55.0
97.0 — —r—
13.50 14.00
5000 m/z 108.10 96.79%
o b AL oo g0
m/iz--> 50 100 150 200 250 300
Abundance #7441: 2-Cyclohexen-1-ol, 1-methyl-
97.0 13.50 14.00
m/z 57.10 93.89%
50001 43.0 M\/\A\M
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc . MR-301P-25-27

ALS vial : 11 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 9 Triphenylphosphine oxide Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.063 2.05 ng 40505 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Butylaldehyde, 4-benzyloxy-4-[2,... 278 C16H2204 149180-87-0 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 47
5 2-Indolinone, 2TMS derivative 277 C14H23N0OSi2 010416-65-6 47
Abundance Scan 2036 (14.062 min): BF136976.D\data.ms (-2032) (- m/z 277.05 100.00%
277.1
5000
77.0 199.0 I — T
430 | 1091 1520 | H 245.2 14.00
(o] RERESRNT! P INRERHR NS RSt i R m/z 278.10  35.85%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 e \
14.00
77.0 199.0 m/z 199.00 19.53%
152.0
O \2\7\.0\ ‘}‘ T T “\ T ‘ T T T T “H\ T \“\ M T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #170901: Butylaldehyde, 4-benzyloxy-4-[2,2,-dimethyl-4-
277.0 /\/V\
Al ol D
14.00
5000 m/z 77.00 16.48%
43.0 91.0 199.0
| ‘ 1280 167071 o354
ob— ‘\mi\h“‘u\ L“\\h‘m‘wm‘ ] ‘HH gl H e ‘5“ T
m/iz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-
277.0 14.00
m/z 201.00 15.36%
5000
0 183.0
39. 128.0 ‘ H 228.0 h
SINEL, SDNE . L O I YN SN 1 14 Y
m/z--> 50 100 150 200 250 300 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF136976.D

: @5 Jan 2024 15:20
¢ CG\JU

. Pl1e15-03

: 11 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\

MR-301P-25-27

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1@ Benzo[e]pyrene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.021 2.98 ng 61806 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
2 Benzo[a]pyrene 252 C20H12 000050-32-8 81
3 Benzo[e]pyrene 252 C20H12 000192-97-2 81
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
5 Perylene 252 C20H12 000198-55-0 64

Abundance Scan 2199 (15.021 min): BF136976.D\data.ms (-2195) (- m/z 252.10 100.00%
25p.1
5000 WPLJkﬁ
55.0 126.1 15.00 |
~ 83.0 ’ 2241 :
0! 159.1 1972 283 m/z 253.10 30.49%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138563: BenzolK]fluoranthene
252.0
5000 AW“ML — f
15.00
126.0 m/z 250.00  29.55%
\\‘HH‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\ \‘HH‘\H
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280
Abundance #138560: Benzo[a]pyrene
252.0 A
] ‘M ‘M‘ i /}/\A‘Mw‘ ‘
15.00
5000 ITI/Z 126.05 11.12%
126.0
56.0 83.0 224.0
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 M&WWN%\
Abundance #138554: Benzo[e]pyrene T
252.0 15.00
m/z 125.00 11.05%
5000
125.0
0 63.0 98.0, | 1740 2240 |
e e e e P
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : P1015-03

Misc MR-301P-25-27

ALS vial : 11 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 unknown18.109 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.109 2.92 ng 60663  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2R,5R,E)-7-Ethylidene-1,2,8,... 192 C14H24 193695-14-6 43
2 Irone .alpha. a 206 C14H220 035124-13-1 15
3 4-Hydroxy-N-(4-hydroxyphenyl)ben... 229 C13H11NO3 022744-42-9 14
4 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 14
5 Cyclopropanecarboxylic acid, 3-(... 360 C21H2805 000121-20-0 14

Abundance Scan 2724 (18.109 min): BF136976.D\data.ms (-2719) (- m/z 135.05 100.00%

55.1 35.1
' 205.2
5000

257.1
299.0 354.9 409.: U ]
H ‘ ‘ ‘ ‘ ‘ ‘ 18.00 18.50
] e m/z 107.00  96.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #67005: (1R,2R,5R,E)-7-Ethylidene-1,2,8,8-tetramethylbi
135.0
177.0
5000 —r— —
41.0 18.00 18.50
9L. m/z 121.85 95.03%
0 ‘\“ H ‘\L““LH‘ ‘\Uﬂ ol ol } “‘ “ ‘\‘ A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #82722: Irone .alpha. a
121.0
43.0
—— —
18.00 18.50
5000 ITI/Z 109.10 88.38%
206.0
163.0 ‘
] L —
m/z--> 50 100 150 200 250 300 350 400
Abundance  #110219: 4-Hydroxy-N-(4-hydroxyphenyl)benzamide P ——
121.0 18.00 18.50
m/z 55.10 81.73%
5000
65.0 229.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010524\
Data File : BF136976.D

Acqg On : 05 Jan 2024 15:20

Operator : CG\JU

Sample : Pl1e15-03

Misc . MR-301P-25-27

ALS Vvial : 11 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 11.7 ng 201055 1 6.781 343384 20.0
Tetradecane 9.216 3.2 ng 74633 3 9.816 467260 20.0
Pentadecane 9.745 5.0 ng 117408 3 9.816 467260 20.0
unknown9.916 9.916 13.1 ng 306281 3 9.816 467260 20.0
Hexadecane 10.245 3.1 ng 73063 3 9.816 467260 20.0
n-Hexadecanoic ... 11.839 5.5 ng 129673 4 11.310 471984 20.0
unknown12.410 12.410 2.3 ng 53029 4 11.310 471984 20.0
Cyclohexane, 1,... 13.857 4.5 ng 88849 5 13.968 394825 20.0
Triphenylphosph... 14.063 2.0 ng 40505 5 13.968 394825 20.0
Benzo[e]pyrene 15.021 3.0 ng 61806 6 15.451 415152 20.0
unknown18.109 18.109 2.9 ng 60663 6 15.451 415152 20.0
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