LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acqg On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vvial : 14 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132926.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.316 375 379 384 rVB 96821 109490 1.81% 0.186%
2 4.951 482 487 496 rVB 1773063 2171811 35.94% 3.687%
3 5.369 553 558 561 rBV 5102826 4882328 80.78%  8.288%
4 5.769 622 626 632 rBY 104509 91474 1.51% 0.155%
5 6.387 726 731 734 rBV 5207233 5075366 83.98% 8.616%
6 6.763 791 795 798 rBV 2228278 1728113 28.59% 2.934%
7 7.322 886 890 893 rBV 3978333 3363140 55.65% 5.709%
8 8.045 1009 1013 1016 rBV 3185707 2431308 40.23% 4.127%
9 9.122 1192 1196 1199 rBV 6982029 6043656 100.00% 10.260%
10 9.798 1307 1311 1314 rBV 3563454 2764311 45.74% 4.693%

11 10.510 1428 1432 1435 rBV 745294 555087  9.18%
12 10.586 1440 1445 1448 rBV 4053565 3638686 60.21%
13 11.280 1559 1563 1565 rBV 3388383 2755919 45.60%
14 11.304 1565 1567 1570 rVV 1085669 777314 12.86%

ORr OO
o))
N
(o)
X

15 11.351 1570 1575 1578 rVB 155742 150709 2.49% 256%
16 11.504 1596 1601 1604 rBV 85683 91735 1.52% ©0.156%
17 11.780 1645 1648 1650 rBV 136840 113462 1.88% ©.193%
18 11.816 1650 1654 1658 rvv2 524253 584663 9.67% ©.993%
19 11.851 1658 1660 1663 rVvv2 134308 132408 2.19% 0.225%
20 11.892 1663 1667 1669 rVV 182967 199122 3.29% ©.338%
21 11.916 1669 1671 1675 rVB 94679 76032 1.26% ©.129%
22 12.074 1695 1698 1700 rBV2 129669 125896 2.08% 0.214%
23 12.092 1700 1701 1706 rVB 123191 99775 1.65% 0.169%
24 12.333 1735 1742 1745 rBV 83226 116987 1.94% ©.199%
25 12.410 1753 1755 1761 rVB2 75099 92241 1.53% ©0.157%

26 12.492 1765 1769 1772 rVV 1335208 1168641 19.34%
27 12.604 1783 1788 1798 rBV5 208885 389386 6.44%
28 12.716 1800 1807 1810 rVV 1217908 1218055 20.15%

OO NO R
[
o))
[¢]
R

29 12.763 1812 1815 1821 rVB3 59035 108389 1.79% 184%
30 12.839 1825 1828 1829 rBV 78309 66414  1.10% 113%
31 12.868 1829 1833 1836 rVV 6711201 5766646 95.42%  9.790%
32 12.939 1840 1845 1848 rVV3 71317 104940 1.74% ©.178%
33 13.021 1856 1859 1861 rBV3 62490 73383 1.21% 0.125%
34 13.045 1861 1863 1867 rVB2 136288 117632 1.95% ©.200%
35 13.110 1871 1874 1877 rVB 149375 138142 2.29% ©.235%
36 13.151 1877 1881 1884 rBV 114435 112097 1.85% 0.190%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acqg On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vvial : 14 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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.457 1928 1933 1938 rVB4 77895 117995 1.95% ©0.200%
38 13.551 1946 1949 1951 rBV 75855 76759 1.27% 0.130%
39 13.663 1964 1968 1971 rBV2 96513 126512 2.09% 0.215%
40 13.715 1975 1977 1981 rVB2 61688 73857 1.22% 0.125%
41 13.757 1981 1984 1985 rBvV2 72649 69191 1.14% 0.117%
42 13.780 1985 1988 1995 rVB2 315130 450407 7.45% 0.765%
43 13.915 2006 2011 2013 rBV2 2534877 2739025 45.32% 4.650%
44 13.939 2013 2015 2018 rVB 494535 380809 6.30% 0.646%
45 14.098 2039 2042 2045 rBV 100793 99940 1.65% 0.170%
46 14.127 2045 2047 2053 rVB2 136359 146034 2.42% 0.248%
47 14.333 2080 2082 2086 rVB2 69034 67157 1.11% 0.114%
48 14.404 2091 2094 2105 rVV4 264110 579782 9.59% 0.984%
49 14.704 2143 2145 2152 rVB2 84877 102389 1.69% 0.174%
50 14.845 2166 2169 2174 rVB 309716 303490 5.02% 0.515%
51 14.933 2180 2184 2194 rVB 424945 816213 13.51% 1.386%
52 15.033 2198 2201 2204 rBV 420210 480940 7.96% 0.816%
53 15.062 2204 2206 2212 rVB4 141544 200820 3.32% 0.341%
54 15.221 2230 2233 2239 rVB 273375 318174 5.26% ©.540%
55 15.280 2239 2243 2249 rVV 345912 395355  6.54% 0.671%
56 15.345 2249 2254 2258 rVV 1595148 1844754 30.52% 3.132%
57 15.398 2261 2263 2267 rVB2 105246 117056 1.94% 0.199%
58 15.592 2292 2296 2304 rVB2 154107 217657 3.60% 0.370%
59 15.821 2331 2335 2340 rBV 272249 390119 6.46% 0.662%
60 15.874 2340 2344 2351 rVW4 83880 177055 2.93% 0.301%
61 16.309 2414 2418 2424 rVB 78099 133350 2.21% 0.226%
62 16.580 2460 2464 2472 rVB3 115456 209285 3.46% 0.355%
63 16.727 2485 2489 2497 rVB3 132447 244199 4.04% 0.415%
64 16.874 2509 2514 2522 rBV3 109786 238353  3.94% 0.405%
65 17.145 2556 2560 2569 rVB 106992 195780  3.24% 0.332%
66 17.321 2586 2590 2596 rBV9 63939 158208 2.62% 0.269%

Sum of corrected areas: 58905423
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132926.D\data.ms
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Abundance TIC: BF132926.D\data.ms
9.122 12.868
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.951 25.14 ng 2171810 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 487 (4.951 min): BF132926.D\data.ms (-482) (-) m/z 43.05 100.00%

3.0
5000 59.0
R RAREE e
61 10‘1'1 4.60 4.80 5.00 5.20
Ol el RO TS m/z 59.05  49.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA B I BB B
59.0 4.60 4.80 5.00 5.20
m/z 58.10 16.47%
O\\\‘\\\\‘\\\‘?‘T‘-\-\O\\“ui\\‘\\‘}\’\\\\‘\\\\8‘:\’"\.(\)\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate
43.0
4.60 4.80 5.00 5.20
5000 m/z 101.10 14.67%
58.0
150 270 72.0 100.0
(O o O B B R o SRR RS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R EAmAaREEES
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.21%
5000
101.0
ol 180 sio | %0450 geo )
e e e e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.510 4.02 ng 555087  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
3 2,5-Pyrrolidinedione, 1-(benzoyl... 219 C11H9NO4 023405-15-4 47
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47
5 Benzoylformic acid 150 C8H603 000611-73-4 47
Abundance Scan 1432 (10.510 min): BF132926.D\data.ms (-1428) (- m/z 105.05 100.00%
106.1
77.1
5000 182.1
51.0
T \
10.50
152.1
Ol el 2200 T m/z 77.10 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —f
10.50
51.0 m/z 182.05  49.70%
0l 200, A 127.0 1920 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 T 7 1
10.50
5000 m/z 51.05 29.62%
51.0
NE N P U ... N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97471: 2,5-Pyrrolidinedione, 1-(benzoyloxy)- — ‘
105.0 10.50
m/z 50.10 9.26%
5000 7.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.816 4.24 ng 584663 Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1654 (11.816 min): BF132926.D\data.ms (-1650) (- m/z 43.10 100.00%
- i MJ\\AM
192.1
3.0 129.1 - L
256.3 11.50 12.00
0! b e L. 48001 sz 59.95  99.84%
miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 [ LY
129.0 11.50 12.00
83.0 213.0 m/z 73.00 94.60%
171.0 ‘
0! Il I ‘1‘““\“” H‘w\ ‘ “‘ “‘ “‘u\‘ . h‘ - “ g
miz—-> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
— =5
11.50 12.00
5000 129.0 m/z 57.10 78.62%
29.0 171.0
0TI W
oL ‘L‘ H‘ h! “H‘\‘H‘H‘\\ 1 “‘ ‘ “‘ .
miz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid = e
43.0 11.50 12.00
m/z 41.05 78.58%
5000
o 1200 242.0
‘ ‘ ‘ 199.0
ol Uw | ‘H\\Hﬂ\w lojaeao o
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.604 2.84 ng 389386  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1788 (12.604 min): BF132926.D\data.ms (-1783) (- m/z 43.10 100.00%

43.1
5000
129.0

185.2 T o
241.3 284.3 12.50 13.00

ob—L, m/z 73.00  83.09%

m/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
129.0

5000 : R T
12.50 13.00
185.0 241 02840 m/z 60.00 76.43%
oL ‘\“ \ H u‘hh M\ il o, | “‘\ it “ SN B —
miz--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

P et
12.50 13.00
5000 129.0 m/Z 57.10 74.24%

H ‘ 171.0213.0 256.0
o) M- ‘ H“H‘H\ ‘H“‘h} | “ ‘ ‘ \ “\ e ‘ L‘ e e
m/z--> 5 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —— ——
43.0 12.50 13.00

m/z 55.10  70.96%

5000 284.0
3.0 129 0
| 1850 2410
N

Oyl uh\\\u‘\u\\“\‘\‘ ‘ 372.

m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Carbonic acid, hexadecyl pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.780 3.29 ng 450407  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
4 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 91
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91
Abundance Scan 1988 (13.780 min): BF132926.D\data.ms (-1985) (- m/z 57.10 100.00%
57.1
—— ——
F 52 40 13.50 14.00
o MMILL . 2482 3414wz 43.10  76.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 — ——
13.50 14.00
m/z 71.10  53.26%
ok ,Hﬁ-olge.o 269.0
HTT‘ H\WTHT‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
—— ——
13.50 14.00
5000 m/z 55.10 48.60%
ok ,Hf?-o 224.0297.0 MJMM
A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #348482: Dotriacontyl heptafluorobutyrate T —
57.0 13.50 14.00
m/z 41.10  39.80%
5000
5.0
ol Jll“““lgas.o 278.0348.0 448.0 644.(
e e e e e e e e e e P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.404 4.23 ng 579782  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
Abundance Scan 2094 (14.404 min): BF132926.D\data.ms (-2091) (- m/z 57.05 100.00%
57.0
‘ 1450
302 1 :
obdd m“ ! e “1‘8‘3“1‘ 2451 T 3683 m/z 43.10  65.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
5000 1
14.50
m/z 71.10 60.34%
O\h‘\"\h\h‘\‘\“‘\“\“ i “1\‘0\‘2\2\5\)9‘\\\\‘\\3\3§‘()\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246491: Tricosane, 2-methyl-
43.0
—
14.50
5000 m/z 85.10 41.81%
295.0
ol .%1155021103400
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane 7
57.0 14.50
m/z 55.10 27.81%
- \WWJMWNNMJ\M$WWMMAﬂw
0 h\ \‘h ]\1 h L] \9 \0 L 2\2‘\5 0 309.0 365.0 437.1
L e B T L S e A ——
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\BF041923\

Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc SB-16-0-2-20230413
ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters:

LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

7 Tetracosanal

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.845 3.29 ng 303490  Perylene-di12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosanal 352 (C24H480 057866-08-7 93
2 Docosanal 324 C22H440 057402-36-5 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
5 Octadecanal 268 C18H360 000638-66-4 87

Abundance Scan 2169 (14.845 min): BF132926.D\data.ms (-2166) (-} m/z 57.10 100.00%
57.1
o0 W s
ol L w ! Lid 3 “2?5“1’“‘ : ‘M 4 u???':l‘ 3623403. /7 4318 83.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #262002: Tetracosanal
57.0
5000 — ——
14.50 15.00
100 m/z 82.05 63.89%
334.0
O T ‘\ “ \‘!‘ \H‘ m “h\‘Jﬁs‘\\“ T ‘2\2\2\0\ ‘ \2\7§ \()‘ T \‘\ ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #229611: Docosanal
82.0
— ——
14.50 15.00
5000{ 41. m/z 55.10 53.65%
24.0 306.0
b1 1660 2500
o L e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- “ T
82.0 14.50 15.00
41 m/z 96.05 48.48%
B J\/\lj\w
| H\ 1” | 1 166.0 222.0264.0
oL — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

10
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Heptacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.033 5.21 ng 480940  Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 89
3 Docosane 310 C22H46 000629-97-0 89
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2201 (15.033 min): BF132926.D\data.ms (-2198) (- m/z 57.10 100.00%
57.1
5000
252.1
T \
15.00
41.2
ol— ‘L “‘ 1 M‘ J“ 21833 3081 8723 . 4310 63.73%
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — ‘
15.00
m/z 71.65 62.77%
ol ‘ h | ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\’\\\‘\\\\‘\
m/z--> O 100 150 200 250 300 350 400
Abundance #287348: Octadecane, 1-iodo-
57.0
RN \
15.00
5000 m/z 85.10 41.20%
253.0
41.0
ol bl M R0 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane 1
57.0 15.00
m/z 252.10 30.59%
5000
9.0
L s o 00
omw_u“uh_‘uw‘mw,”H_m,mwm_
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknownl5.062 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.062 2.18 ng 200820  Perylene-di12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentane, 1-methyl-3-(2-meth... 140 C1eH20 029053-04-1 46
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 43
3 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C16H30 002883-08-1 41
4 Cyclohexane, 1,1'-(2-ethyl-1,3-p... 236 C17H32 054833-34-0 41
5 2-Decen-1-0l, (E)- 156 C10H200 018409-18-2 38
Abundance Scan 2206 (15.062 min): BF132926.D\data.ms (-2204) (- m/z 55.10 100.00%
55.1 97.1
5000
T \
H ‘ 138.1 207.1 2721 326.2 367.3 15.00
ol bl m/z 97.10  93.12%
m/z--> 50 100 150 200 250 300 350
Abundance  #20777: Cyclopentane, 1-methyl-3-(2-methylpropyl)-
55.0
97.0
5000 — :
15.00
m/z 83.10 92.75%
L 0
O\‘\1“\“\‘”\‘\“‘\“‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
97.0 15.00 |
5000 m/z 43.10 77 .25%
m/z--> 50 100 150 200 250 300 350
Abundance #102202: Cyclohexane, 1,1'-(2-methyl-1,3-propanediyl)bi —— ‘
83.0 15.00
419 m/z 69.10  57.43%
5000
207.0
139.0
R T1 Y Y O S -
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\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1@ Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.221 3.45 ng 318174  Perylene-di12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2233 (15.221 min): BF132926.D\data.ms (-2230) (- m/z 252.10 100.00%
252.1 h
5000
125.1
“ 200 15.00 15.50
Ol O bl 2008, 4 8262 8991 - n; 2se.05  30.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 LS ——
15.00 15.50
m/z 253.10  21.95%
125.0
0 740 || 2000, |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
= =
15.00 15.50
5000 ITI/Z 125.10 18.89%
126.0
0 740 | | 200.0, |
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene T ——
252.0 15.00 15.50
m/z 126.05 15.81%
5000
125.0
017.0 740 ‘“ 200.0,
R e e T o i T Ppes
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Tetradecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.592 2.36 ng 217657  Perylene-di12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 86
2 Octadecanal 268 C18H360 000638-66-4 83
3 Heptadecanal 254 C17H340 1000376-70-0 83
4 17-Octadecenal 266 C18H340 056554-86-0 80
5 13-Octadecenal 266 C18H340 056554-90-6 80
Abundance Scan 2296 (15.592 min): BF132926.D\data.ms (-2292) (- m/z 57.05 100.00%
57.0
o
326 1 :
0 \\\Jp ““Wm M%§“? ?pZ&u‘ﬁ?qg byt ‘?93§‘ m/z 43.10 83.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90085: Tetradecana
57.0
5000 — :
15.50
m/z 82.05 66.86%
10.0 1680
O T \L\ ‘\ “\‘Y ‘1‘\“% “h‘ \“H ““ “ \“\ 1 \2‘ \2\0\\ ‘ T T ‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
T \
p6.0 15.50
5000 m/z 55.10 48.62%
222.0
0 HM . T NN W/U\/N
m/z--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecanal T ‘
43.0 15.50
m/z 83.10 45.08%
h [ M
o LU ) jas20 20805500 -
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.821 4.23 ng 390119 Perylene-di12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2335 (15.821 min): BF132926.D\data.ms (-2331) (- m/z 57.10 100.00%
57.1
— —
‘ ¥ 160.2 ‘ 15.50 16.00
ol ] é‘m_m 24322963 3784.432.  n/7 43.05  66.49%
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000 — e
15.50 16.00
m/z 71.10 63.88%
1
\‘ || MJMM 9.0 2250 296.0
O\\\\’ ‘\‘\H““‘1‘l\\1\“\\\\’\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— —
15.50 16.00
5000 m/z 85.10 44 .05%
13.
oL L | ﬁ > 169.0 225.0 281.0 337.0 394.0
e A A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane o T
57.0 15.50 16.00
m/z 55.10 23.97%
- WJVMWJL“AV/L\&”VNMWWWA
o LT 000 2250 250 seTo
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acq On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Oxirane, hexadecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.580 2.27 ng 209285 Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
3 Hexacosanal 380 C26H520 026627-85-0 64
4 Eicosanal- 296 C20H400 002400-66-0 58
5 Octadecanal 268 C18H360 000638-66-4 50

Abundance Scan 2464 (16.580 min): BF132926.D\data.ms (-2460) (- m/z 57.10 100.00%
57.1

5000 276.1 wmwwj\mV«MJAwkvaJ\jﬂw\
138.0 L ‘
L
0 ‘J‘vhw “MWJ”JMMM‘MWMW\WL‘Vcwwwg?ﬁg“éég m/z 43.10 75.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158579: Oxirane, hexadecyl-
82.0
5000 —
29. 16.50
m/z 82.10 59.78%
O\‘\H“HM H‘h]w‘““l“‘\‘\]-\l\fpf‘%\s?\q\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
T \
16.50
5000 ITI/Z 55.10 55.57%
29.
IR0 1000 2800 W‘MWJW
ol “ L i
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal T ‘
57.0 16.50
m/z 71.10 49.41%
5000
9.0 362.0
S LT smmo zmo0 amo 220 il
m/z--> 50 100 150 200 250 300 350 400 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132926.D

: 19 Apr 2023 22:45
: CG\JU
: 02270-25

: 14  Sample Multiplier: 1

Quant Title

TIC Library

: C:\Database\NIST20.L

SB-16-0-2-20230413

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Heptadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.874 2.58 ng 238353 Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2514 (16.874 min): BF132926.D\data.ms (-2509) (- m/z 57.10 100.00%
57.1
5000 w««j\amww/\wwxmwwufﬂ
1650  17.00
57. 2 206.2 267 l : .
ol “M I “H “‘ o ﬂ 22002 <. 33098793425 ./, 43.10  60.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123959: Heptadecane
57.0
5000 — e
16.50 17.00
m/z 71.10 60.17%
O\“\ ‘\“‘\U\”‘\l“ \“\“\ ‘\‘].‘6‘9‘()‘“‘2‘49‘0‘“““‘“““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
— ——
16.50 17.00
5000 m/z 85.10 42 .94%
oL LLLLITDD 1000 250 w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane “ —
57.0 16.50 17.00
m/z 55.10 23.00%
- WJ\WWJW
13.0
0 ‘ L uh\ h‘ | | 17699 225.0 295.0 367.0
B A e B e e B — ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132926.D

Acqg On : 19 Apr 2023 22:45

Operator : CG\JU

Sample : 02270-25 :
Misc : SB-16-0-2-20230413

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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-... 4.951 25.1 ng 2171816 1 6.763 1728110 20.0
Benzophenone 10.510 4.0 ng 555087 3 9.798 2764310 20.0
n-Hexadecanoic ... 11.816 4.2 ng 584663 4 11.280 2755920 20.0
Octadecanoic acid 12.604 2.8 ng 389386 5 13.916 2739030 20.0
Carbonic acid, ... 13.780 3.3 ng 450407 5 13.916 2739030 20.0
Tetracosane 14.404 4.2 ng 579782 5 13.916 2739030 20.0
Tetracosanal 14.845 3.3 ng 303490 6 15.345 1844750 20.0
Heptacosane 15.033 5.2 ng 480940 6 15.345 1844750 20.0
unknown15.062 15.062 2.2 ng 200820 6 15.345 1844750 20.0
Benzo[e]pyrene 15.221 3.5 ng 318174 6 15.345 1844750 20.0
Tetradecanal 15.592 2.4 ng 217657 6 15.345 1844750 20.0
Heneicosane 15.821 4.2 ng 390119 6 15.345 1844750 20.0
Oxirane, hexade... 16.580 2.3 ng 209285 6 15.345 1844750 20.0
Heptadecane 16.874 2.6 ng 238353 6 15.345 1844750 20.0
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