LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc :

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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126524.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.981 488 492 499 rVB 149589 179990 9.21% ©0.988%
2 5.392 558 562 565 rBv 2095728 1909272 97.65% 10.477%
3 6.410 730 735 738 rBV 2004238 1955283 100.00% 10.729%
4 6.775 794 797 801 rBV 604319 542372 27.74%  2.976%
5 7.339 888 893 896 rBV 1422882 1303770 66.68% 7.154%

6 7.969 996 1000 1011 rBV 83893 89265 4.57% 0.490%
7 8.063 1011 1016 1019 rBV 780225 742236 37.96% 4.073%
8 9.139 1194 1199 1202 rBV 2188312 1946424 99.55% 10.681%
9 9.816 1310 1314 1317 rBV 918614 748861 38.30% 4.109%

9

10 .845 1317 1319 1322 rVB 38444 31995 1.64% 0.176%
11 10.363 1404 1407 1412 rBV 38100 33128 1.69% 182%
12 10.604 1444 1448 1455 rBV 1229418 1060158 54.22% 817%
13 10.733 1466 1470 1477 rVB3 17268 29019 1.48%

14 11.304 1563 1567 1569 rBV 747196 693691 35.48%
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=
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B

15 11.327 1569 1571 1574 rVV 193045 154498  7.90% 848%
16 11.374 1576 1579 1583 rVB 136270 114421 5.85% 0.628%
17 11.833 1654 1657 1662 rBvV2 43548 45232 2.31% 0.248%
18 11.916 1668 1671 1674 rBV2 48612 52685 2.69% ©.289%
19 12.104 1698 1703 1705 rBV 18548 21843 1.12% 0.120%
20 12.121 1705 1706 1712 rVB2 25504 22598 1.16% 0.124%
21 12.357 1742 1746 1748 rBV2 17508 20802 1.06% ©.114%
22 12.439 1757 1760 1765 rVB 28155 27461 1.40% 0.151%
23 12.516 1769 1773 1777 rBV 405212 338665 17.32%  1.858%
24 12.745 1806 1812 1815 rBV 337064 340415 17.41% 1.868%
25 12.792 1818 1820 1826 rVB2 20718 30597 1.56% ©.168%
26 12.863 1829 1832 1833 rBV 27331 22515 1.15% 0.124%
27 12.892 1833 1837 1840 rVV 1536221 1363168 69.72%  7.480%
28 12.963 1844 1849 1853 rBV3 29536 47356 2.42%  ©.260%
29 13.074 1861 1868 1871 rVB3 69121 116075 5.94% 0.637%
30 13.139 1875 1879 1882 rBV 69088 57390 2.94% 0.315%
31 13.174 1882 1885 1888 rBv2 45098 47990 2.45%  ©.263%
32 13.268 1898 1901 1904 rVB 41372 35131 1.80% 0.193%
33 13.298 1904 1906 1908 rBV 27526 25802 1.32% 0.142%
34 13.327 1908 1911 1914 rVB3 23677 24492 1.25% ©.134%
35 13.580 1952 1954 1958 rVB 30481 35245 1.80% ©.193%
36 13.692 1968 1973 1976 rBV2 37728 50792 2.60% 0.279%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc :

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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.810 1987 1993 2000 rVB4 36969 77755 3.98% 0.427%
38 13.945 2009 2016 2018 rBV2 605075 751288 38.42% 4.123%
39 13.968 2018 2020 2023 rVB 237379 188198 9.63% 1.033%
40 14.045 2029 2033 2039 rBvV2 77626 111454 5.70% 0.612%
41 14.157 2050 2052 2057 rvB2 23819 25997 1.33% 0.143%
42 14.333 2077 2082 2085 rVB2 45344 51455 2.63% 0.282%
43 14.368 2085 2088 2092 rVB2 38460 38943 1.99% 0.214%
44 14.427 2092 2098 2100 rBv4 31489 45228 2.31% 0.248%
45 14.457 2100 2103 2105 rvv4 45123 47027 2.41% 0.258%
46 14.480 2105 2107 2111 rVv4 26673 31901 1.63% 0.175%
47 14.533 2111 2116 2122 rVB6 18943 32794 1.68% ©0.180%
48 14.639 2130 2134 2137 rBV5 19396 27350 1.40% ©.150%
49 14.804 2159 2162 2168 rBvV2 50011 74648 3.82% 0.410%
50 14.886 2172 2176 2179 rVB3 20746 31420 1.61% 0.172%
51 14.974 2187 2191 2194 rBV 329177 453517 23.19% 2.489%
52 15.057 2202 2205 2207 rBV2 19442 26172 1.34% 0.144%
53 15.080 2207 2209 2212 rVB 48795 42427 2.17% 0.233%
54 15.168 2220 2224 2229 rVB4 14701 26703 1.37% 0.147%
55 15.268 2236 2241 2247 rVB 216646 268496 13.73% 1.473%
56 15.327 2247 2251 2257 rBV 232348 281386 14.39% 1.544%
57 15.392 2257 2262 2265 rVWW 467689 561808 28.73% 3.083%
58 15.421 2265 2267 2274 rVB2 73626 103170 5.28% ©.566%
59 15.557 2283 2290 2293 rBV5 20176 46543 2.38% 0.255%
60 15.739 2318 2321 2328 rVB4 17932 27913 1.43% 0.153%
61 15.857 2337 2341 2346 rBV2 25804 35314 1.81% ©.194%
62 16.627 2465 2472 2475 rBv4 26619 55250 2.83% 0.303%
63 16.804 2497 2502 2512 rVB2 108219 220571 11.28% 1.210%
64 16.986 2528 2533 2537 rBV3 15419 25776  1.32% 0.141%
65 17.033 2537 2541 2546 rVW2 17208 29090 1.49% 0.160%
66 17.233 2569 2575 2586 rVB2 86737 179959 9.20% ©0.987%
67 17.392 2595 2602 2604 rBV6 11419 22044 1.13% 0.121%
68 17.462 2610 2614 2619 rVBS 11240 21599 1.10% ©.119%
Sum of corrected areas: 18223833
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: N1e38-01

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
BF126524.D

6 Jan 2022 18:04

JU/CG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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.
4.981 6.64 ng 179990 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 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 492 (4.981 min): BF126524.D\data.ms (-488) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.1 T
83.0 4.60 4.80 5.00 5.20 5.40
0 b e et el m/z 59.00 57.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L L R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 20.74%
O \\\‘\f‘f‘f‘\\!ﬁﬁ;\o\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R RRaREE s e e
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.85%
20.0 101.0
ol 0 Ll L 730 850
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol T
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.31%
73.0
5000 31.0 430
0 m‘mW‘:‘J“‘m“mWu1‘!‘m“1;”‘?‘5:9_“191‘19‘_ SN SR /8 WS
m/z--> 10 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\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.969 2.41 ng 89265 Naphthalene-d8 8.063

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Hexane, 1-(methoxymethoxy)- 146 C8H1802 066675-06-7 50
5 Propanoic acid, 3-methoxy-2-meth... 132 C6H1203 003852-11-7 50
Abundance Scan 1000 (7.969 min): BF126524.D\data.ms (-996) (-) m/z 57.10 100.00%
57.1
5000
e 760780800820
G TP O oo 0747
01— R e e AR B m/z 45.00 97.47%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L L B BN B
7.60 7.80 8.00 8.20
29.0 75.0
: m/z 41.00 35.18%
101.0
O \\\‘\H“\ \“‘h‘\ \m\ \“‘1‘\ T U\ 1T ‘ \:L\3H12-\0‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
N | M N
7.60 7.80 8.00 8.20
5000 m/z 75.00 19.32%
29.0 75.0
100.0
0 T O T .
miz--> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- e | T
45.0 7.60 7.80 8.00 8.20
m/z 56.10 16.83%
5000
89.0
27,0
SR R TS
m/z--> 20 40 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 11H-Benzo[b]fluorene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.074 3.09 ng 116075  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
3 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 87
Abundance Scan 1868 (13.074 min): BF126524.D\data.ms (-1861) (1 m/z 216.10 100.00%
216.1
5000 ﬂ
107.6 413‘06
189.1 .
.0 82. .1162.9 u 240.C
0 _H‘_‘S‘G“O“?“‘PJMAH‘HH“}%«?%wuwm;‘m_m; et m/z 215.10  78.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94572: 11H-Benzo[b]fluorene
216.0
5000 | j\ ‘ Wk
13.00
m/z 217.10  19.49%
107.0
0 50.0 810, |  139.0163.0189.0 L*J
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94566: Pyrene, 1-methyl-
216.0 ﬂ
VAP ALY
13.00
5000 m/z 213.00 19.48%
94.0 189.0
oL, 39.0 630 “ 1220 1630 | ‘m
R e AT e o AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 A }k M
Abundance #94567: Pyrene, 2-methyl- T T
216.0 13.00
m/z 107.60  18.29%
5000 95.0
189.0
0 53.0 ) ‘ | ‘H 122.0 163.0 h‘ I hw J‘k )A AN N\ A
R AL am o e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.810 2.07 ng 77755  Chrysene-d12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 83
2 1-Hexacosene 364 C26H52 018835-33-1 83
3 1-Octadecanol 270 C18H380 000112-92-5 81
4 n-Heptadecanol-1 256 C17H360 001454-85-9 72
5 Isoheptadecanol 256 C17H360 057289-07-3 68
Abundance Scan 1993 (13.810 min): BF126524.D\data.ms (-1987) (.  m/z 43.05 100.00%
43.0 83.0
5000
149 0
“ 2180  281.0 13.50 14.00
N “ M”W‘wa‘m‘_H“_m_‘ m/z 57.00 93.39%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000
13. 50 14 00
25.0 m/z 83.05 85.82%
L] \ “ , 168.0  238.0
O\\‘\‘\“‘\\‘\\“\ “‘“\‘\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 97.0
13. 50 14 00
5000 ITI z 97.10 73.30%
o UL 1810 a0 zmm0 s
miz--> 50 100 150 200 250 300 350
Abundance #161352: 1-Octadecano
55.0 13. 50 14 00
7.0 m/z 55.00 71.44%
o WMWJ\M
\‘\ | ‘\ h 2.0 25\2 N
omu_ Hw““mww‘”_m_mw
m/z--> 50 100 150 200 250 300 350 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 unknownl4.e045 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.045 2.97 ng 111454  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 46
2 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 43
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 25
Abundance Scan 2033 (14.045 min): BF126524.D\data.ms (-2029) (-, m/z 277.10 100.00%
277.1
5000
228.1
7 \
14.00
0° e m/z 228.05 31.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 e o :
152.0 14.00
m/z 278.10  31.89%
18.0 95.0
0 \H“HH‘HM\"\ \‘\HH‘H\‘\ ‘ \‘\ \‘\‘Ml‘\‘\“ \HH\’HH\‘\H‘\H}‘\\\\z‘z\ﬁ.\o‘\\\\‘\\\\"\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #169507: 2-Phenyl-6-(trifluoromethyl)-1H-indol-4-0
277.0
T \
14.00
5000 m/z 227.05 25.64%
180.0
114.0 248.0
ol 400 770 U7 1510 | 2090 " |
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 /\j\
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo M R A
277.0 14.00
m/z 77.10 21.48%
5000
95.0
510 910 1420 ‘
Olrrrprrretrbeptrrtyrierred et e 24500
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 2-propenamide, 2-methyl-N-[... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.804 2.66 ng 74648  Perylene-di12 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-propenamide, 2-methyl-N-[4-[(m... 254 C11H14N203S 1000401-43-5 50
2 Supraene 410 C30H50 007683-64-9 46
3 Hexadeca-2,6,10,14-tetraen-1-0l,... 290 C20H340 007614-21-3 37
4 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 004602-84-0 37
5 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 37

Abundance Scan 2162 (14.804 min): BF126524.D\data.ms (-2159) (-, m/z 69.05 100.00%

69.0
5000 254.1
— —
‘ 112.0 14.50 15.00
oLl M‘Mh bd ! ‘ 0 14 S m/z 81.85 52.42%
mlz--> 50 100 150 200 250 300 350 400
Abundance #139888: 2-propenamide, 2-methyl-N-[4-[(methylsulfonyl)
69.0
5000 175.0 — T
254.0 14.50 15.00
m/z 254.10 43.89%
O\\\l\‘“\ W\“\\\\‘\\‘\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene A
69.0 A
e [V Ly AL
14.50 15.00
5000 ITI/Z 41.00 23.05%
137.0
0 26.0 4 1Ly I d‘ . 191.0 273.0 341.0 410.
Aot e e e S
miz-> 50 100 150 200 250 300 350 400
Abundance #187038: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetr — ——
69.0 14.50 15.00
m/z 95.00 13.36%
- WWW}W
o5 4k b AL s 2120 S
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\BF010622\
Data File : BF126524.D

Acqg On 6 Jan 2022 18:04

Operator Ju/caG

Sample : N1e38-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: 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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.268 9.56 ng 268496  Perylene-di2 15.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 98
2 Benzo[e]pyrene 252 C20H12 000192-97-2 98
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 96

Abundance Scan 2241 (15.268 min): BF126524.D\data.ms (-2236) (-]

m/z 252.05 100.00%

252.1
5000
125.1
‘ 2930 “ 15.00 15.50
ol 510832 | ] 163019302230 || 283( ./, 5.1 27.44%
miz--> 50 100 150 200 250
Abundance #138551: Perylene
252.0
5000 ‘ ‘»A ‘A‘ ‘
15.00 15.50
125.0 m/z 125.10  22.69%
oll7.0 500 830 \H 1740 2220 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 #138559: Benzol[e]pyrene
252.0
el s
15.00 15.50
5000 ITI/Z 253.10 21.08%
126.0
ol 410 910 | |, 1740 2220 M
el
m/z--> 50 100 150 200 250 )\
Abundance #138563: BenzolK]fluoranthene = g
252.0 15.00 15.50
m/z 126.00  18.27%
5000
126.0
om0l a0 | do U
m/z--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010622\
Data File : BF126524.D

Acqg On : 6 Jan 2022 18:04
Operator : JU/CG

Sample : N1e38-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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-... 4.981 6.6 ng 179990 1 6.781 542372 20.0
Ethanol, 2-(2-b... 7.969 2.4 ng 89265 2 8.063 742236 20.0
11H-Benzo[b]flu... 13.074 3.1 ng 116075 5 13.945 751288 20.0
n-Nonadecanol-1 13.810 2.1 ng 77755 5 13.945 751288 20.0
unknown14.045 14.045 3.0 ng 111454 5 13.945 751288 20.0
2-propenamide, ... 14.804 2.7 ng 74648 6 15.392 561808 20.0
Perylene 15.268 9.6 ng 268496 6 15.392 561808 20.0
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