LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc :

ALS Vvial : 23  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF133253.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.910 476 480 492 rVB 235734 301967 7.63% 0.932%
2 5.334 547 552 555 rBV 3964466 3746609 94.71% 11.569%
3  6.363 722 727 730 rBV 3581123 3823685 96.66% 11.807%
4 6.728 785 789 792 rBV 1371263 1161562 29.36% 3.587%
5 7.292 880 885 888 rBV 2575249 2420700 61.20% 7.475%
6 8.010 1003 1007 1010 rBV 1977347 1517357 38.36% 4.685%
7 9.086 1186 1190 1193 rBV 4846348 3955667 100.00% 12.215%
8 9.175 1200 1205 1211 rBV 75923 78771  1.99% 0.243%
9 9.698 1292 1294 1298 rVB 92602 75958 1.92% 0.235%
106 9.763 1301 1305 1308 rVB 1780544 1488886 37.64% 4.598%
11 10.198 1377 1379 1382 rVB 111504 83903  2.12% 259%

12 10.469 1422 1425 1429 rVB 276206 244405 6.18%
13 10.545 1434 1438 1443 rBV 2150999 1874478 47.39%

OOV
~
00
00
B

14 10.669 1457 1459 1467 rVB3 134296 195162  4.93% 603%
15 10.733 1467 1470 1473 rBV 65572 70700 1.79% 218%
16 10.910 1497 1500 1504 rBV4 39914 52452 1.33% 0.162%
17 10.992 1511 1514 1521 rVB5 38303 54998 1.39% 0.170%
18 11.116 1531 1535 1538 rBv2 124531 126771 3.20% ©.391%
19 11.151 1538 1541 1548 rVB3 43641 53333 1.35% 0.165%
20 11.239 1553 1556 1559 rBV 1502285 1277466 32.29%  3.945%
21 11.263 1559 1560 1563 rVV 293188 175529 4.44% ©.542%
22 11.316 1566 1569 1571 rVB2 72347 67710 1.71% 0.209%
23 11.545 1605 1608 1611 rBV 103864 81735 2.07% 0.252%
24 11.645 1622 1625 1631 rVB2 51179 55898 1.41% ©0.173%
25 11.780 1644 1648 1651 rBV2 347850 370160 9.36% 1.143%
26 11.851 1657 1660 1662 rBV3 54193 58181 1.47% 0.180%
27 11.951 1674 1677 1680 rVB2 105068 87454  2.21% 0.270%
28 12.345 1738 1744 1746 rBV3 96774 167725 4.24% ©.518%
29 12.374 1746 1749 1753 rVB 55922 56454 1.43% 0.174%
30 12.451 1758 1762 1765 rBV 506549 459342 11.61% 1.418%
31 12.563 1778 1781 1786 rBV3 74385 90970 2.30% 281%

32 12.674 1795 1800 1803 rBV 464249 471538 11.92%
33 12.710 1803 1806 1809 rBV2 135379 131583 3.33%
34 12.827 1822 1826 1829 rBV 3549719 2967411 75.02%
35 13.010 1854 1857 1859 rVB 64293 63662 1.61%

VO RrO®
IS
(o)
)
R

36 13.069 1864 1867 1870 rBV2 141625 143192 3.62% 0.442%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS Vvial : 23  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.345 1911 1914 1918 rVB 129783 113139 2.86% 0.349%
38 13.410 1922 1925 1928 rBV 165635 144943 3.66% 0.448%
39 13.674 1968 1970 1974 rBV3 59750 59058 1.49% 0.182%
40 13.739 1979 1981 1991 rVB2 238538 338814 8.57% 1.046%
41 13.874 1999 2004 2007 rBV2 1311921 1386669 35.06%  4.282%
42 13.898 2007 2008 2011 rVB 233606 140262 3.55% 0.433%
43 14.057 2032 2035 2038 rBV2 166200 159105 4.02% 0.491%
44 14.357 2083 2086 2089 rBV 219980 224022 5.66% 0.692%
45 14.657 2135 2137 2145 rVB2 164816 169168 4.28% 0.522%
46 14.727 2146 2149 2154 rVB 289207 275991 6.98% 0.852%
47 14.892 2174 2177 2179 rBV 171806 206029 5.21% 0.636%
48 14.980 2189 2192 2199 rVB2 212657 245628 6.21% ©.758%
49 15.233 2232 2235 2238 rBV 125064 146083 3.69%  0.451%
50 15.292 2241 2245 2249 rBV 599490 722202 18.26% 2.230%

Sum of corrected areas: 32384487
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 05 May 2023 02:46
¢ CG\JU
: 02598-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050423\
BF133253.D

: 23 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133253.D\data.ms
4000000 5.334
6.363
3000000
7.292
2000000
6.728
1000000
4.910
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF133253.D\data.ms
9.086
4000000 12.827
3000000
10.545
2000000, 8010
11.239
1000000
1780 12.4512.674
71 913.%
175 e M 13
0= e e = P
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 1100 1150 1200 1250 1300
Abundance TIC: BF133253.D\data.ms
4000000
3000000
2000000 13.874
15.292
1000000 08 057 14.357 14-6524189980, 5 51
= LV
0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 4
R.T. EstConc Area Relative to ISTD R.T.
4.910 5.20 ng 301967 1,4-Dichlorobenzene-d4 6.728

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 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 480 (4.910 min): BF133253.D\data.ms (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
4.60 4.80 5.00 5.20
sl 831 ;
O et e e m/z 59.00 52.38%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R R B B
4.60 4.80 5.00 5.20
101.0 m/z 101.10 17.89%
0 29'\0 L m‘ 83\'0
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
EEEmmEEEEESE R
4.60 4.80 5.00 5.20
5000 57.0 m/z 58.00 15.07%
29.0
‘ 101.0
o‘WHwum“m_mw‘_m"mwH_m_wwwww
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A BEEEEEE SRR
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.07%
o A=Y 1260 1420
e e e T e e e e e R Aaaneasest
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.469 3.28 ng 244405  Acenaphthene-di10 9.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47
Abundance Scan 1425 (10.469 min): BF133253.D\data.ms (-1422) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
=
10.50
152.1
b bl b A2 2242 7 77,05 65.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 10.50
510 m/z 182.05 47.63%
0 270 | A | 127.0 152 0 L
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘1\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56777: Azobenzene
71.0
182.0 10 50
5000 m/z 50.95 27.75%
51.0 105.0
0L 270 \ ‘ ‘ 12801920 |
R i R EEAREEEEEE TSR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0 10 50
m/z 181.10 8.89%
77.0
5000
51.0
I | 136.0 1640
e L AL R aaRanss
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.669 3.06 ng 195162  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Nonadecane 268 C19H40 000629-92-5 87
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1459 (10.669 min): BF133253.D\data.ms (-1457) (- m/z 57.10 100.00%
7.1

5
5000

—
n “99"‘-1 140.1 10.50 11.00
Ll AL
ol

184.1 '
o — i 38 sz 43,05 80.10%
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 T

7
10.50 11.00
m/z 71.05 64.09%

99.0
0 \zqﬂ\) ‘\“‘ “\ ‘!‘ \“‘\ “‘ o \:‘174\‘1.‘0\ :\1_8\4\0‘ L e
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane

57.0

— —
10.50 11.00
5000 m/z 85.10 39.39%
99.0
0 |1 ‘H\ i H‘ 1 :\14\10 183.0 268.0
A A e
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 10.50 11.00

m/z 41.05 36.14%

- W
99.0 140.0
i “ 182.0 5560

ol bbb | 2260 A —
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF042123.M Fri May 05 14:45:20 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.780 5.80 ng 370160 Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1648 (11.780 min): BF133253.D\data.ms (-1644) (- m/z 43.10 100.00%
43.1 73.0
5000 129.0 /\w\N
213.2 — —
| H‘ 157.2185.1 ‘ 256.3 11.50 12.00
0 m,w“‘:‘m v ”m”m‘:‘ muH““H‘m_‘Hwwhwm‘w m/z 73.00 97.36%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 86.70%
O,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #92070: Tridecanoic acid
73.0
— ==
43.0 11.50 12.00
5000 m/z 57.10 77 .65%
129.0
1710 2140
1
015,0CW
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —— —
73.0 11.50 12.00
43.0 m/z 41.05 76.83%
5000
129.0
185.0 228.0
: o
0,% —r— —r—
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.345 2.63 ng 167725  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 70
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 70
3 Heneicosane 296 C21H44 000629-94-7 68
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
5 10-Methylnonadecane 282 C20H42 056862-62-5 64
Abundance Scan 1744 (12.345 min): BF133253.D\data.ms (-1738) (- m/z 57.10 100.00%
57.1
5000 m
1200 12.50
255.3 :
(o R w‘!u‘w 288.1 m/z 43.05  84.54%
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
5000 — e
12.00 12.50
‘ 99.0 m/z 71.10 59.47%
ol d i) 1410 1830 2540
miz--> 50 100 150 200 250 300
Abundance #184136: Octadecane, 1-chloro-
57.0
— ——
12.00 12.50
5000 ITI/Z 55.05 51.41%
91.0
015.9\ 1 “‘\H\\u‘ 11830 1750 217.0252.02880
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane “ T
57.0 12.00 12.50
m/z 85.10 50.23%
5000
99.0
0'-5 0\‘ ‘\ ‘\ H\ h\ h‘ \ %419 1830 225.0 296.0
= e B e e — ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Docosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.069 2.07 ng 143192  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 83
2 Heneicosane 296 C21H44 000629-94-7 64
3 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 58
4 Heptadecane 240 C17H36 000629-78-7 58
5 Octadecane 254 C18H38 000593-45-3 58
Abundance Scan 1867 (13.069 min): BF133253.D\data.ms (-1864) (- m/z 57.10 100.00%
57.1
5000
216.2 M
T \
“ 99.0 13.00
ol lbd ”‘ pofttarea [, 2771 362 o usie 70 6
mfz--> 50 100 150 200 250 300
Abundance #212281: Docosane
57.0
5000 j '
13.00
m/z 71.10 64.13%
99.0
ol L4 4 410 1830 2250 267.0 3100
\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\\\\\
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane
57.0
T \
13.00
5000 m/z 85.10 46.79%
‘ 99.0
0150 | L | ) ) 34101830 2250 2960
miz--> 50 100 150 200 250 300
Abundance #59064: Undecane, 3,8-dimethyl- —— ‘
57.0 13.00
m/z 216.20 36.27%
- M/WL
113.0
021% P00 U
m/z--> 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Bromo dodecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.410 2.09 ng 144943  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Tricosane, 2-methyl- 338 (C24H50 001928-30-9 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 1925 (13.410 min): BF133253.D\data.ms (-1922) (-} | m/z 57.05 100.00%
57.0
5000 M
‘ 1350
141.1 230 1 :
oL L “ Lt 1880 30183411 /7 43.10  67.06%
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 T
13.50
m/z 71.10 62.13%
9.0 169.0
01\!5\0‘\ \‘ “‘\h‘\ ‘[ !‘\‘\ T ‘\‘\ T ‘ T \2\4.§.\0\ T ‘ L ‘\
miz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
——
13.50
5000 m/z 85.10 45.67%
| “ }4101830 225.0 2670 3380
(AR R B Jum TSI it
m/z--> 50 100 150 200 250 300 350
Abundance #246490: Tricosane, 2-methyl- o
43.0 13.50
m/z 41.10 25.66%
5000
5.0
ey e e e —
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Octadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.739 4.89 ng 338814 Chrysene-d12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91

Abundance Scan 1981 (13.739 min): BF133253.D\data.ms (-1979) (- m/z 57.10 100.00%

57.1
5000

—
h 4111832  250.1 307.2 1950 1490
ob—b 1 “ Hm LR 22 S0T23A9.1 4002 h/7 43,10 68.17%

m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0

5000 — e
11.0 13.50 14.00

m/z 71.10 61.23%

0 | H \ m “\ ]Msﬂ 0196.0 252.0

T T ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\

m/z--> 50 100 150 200 250 300 350 400

Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0

——
13.50 14.00
5000 m/z 85.10 42.67%

110
Ll u‘ d H ‘n i) 15401960 269.0
i \ L B A B e B
m/z--> 50 100 150 200 250 300 350 400

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— ‘
57.0 13.50 14.00

m/z 55.10 36.77%

5000 W
11.0

oLl w 1530 220 2070 I

m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050423\
BF133253.D

May 2023 02:46

¢ CG\JU
: 02598-04

. 23

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9 Tetradecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.057 2.29 ng 159105 Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87

Abundance Scan 2035 (14.057 min): BF133253.D\data.ms (-2032) (- m/z 57.10 100.00%
57.1
5000 Vmwﬂ\VR”*JL*“ﬂdwﬂwxM
9.1 on ‘
14.00
41.1 217 225 1 )
ol A u“u““ Ll 220, 32233682 s 43,10 76.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 —— :
14.00
m/z 71.10 73.57%
113.0155.0
O\\\\““\hh‘\“‘\‘m‘\H‘\“\T“‘\\\‘\‘%2\5\\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246480: Tetracosane
57.0
T \
14.00
5000 m/z 85.10 53.85%
oL LLLLL] snotsa0as0 210 3390 WL
SRR N 0 R T i N
m/z--> 50 100 150 200 250 300 350 400
Abundance #107216: Hexadecane T ‘
57.0 14.00
m/z 41.10 28.72%
= W
9.0
0 “ \L\ “\ “ \\‘ \‘ 141 0183 0226 O
e e
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.357 3.23 ng 224022  Chrysene-di2 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Docosane 310 C22H46 000629-97-0 93
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2086 (14.357 min): BF133253.D\data.ms (-2083) (- m/z 57.10 100.00%
57.1
5000 M
14‘06 ‘14‘50‘
13.1 240.2 : :
0 } A4 LT B0 00, 295134503974 0 7116 61.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 — e
14.00 14.50
m/z 43.10 61.09%
1] | u 1P 1600 2400
0\\‘\‘“‘ ‘ 1“\‘\“‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
— ——
14.00 14.50
5000 m/z 85.10 42 .04%
0‘ ‘]113016902260 M
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane “ T
57.0 14.00 14.50
m/z 41.10 23.42%
13.0
ol ‘ [ 169029202080 R
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46

Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 11 Nonadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.657 4.68 ng 169168 Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hentriacontane 437 C31H64 000630-04-6 89
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2137 (14.657 min): BF133253.D\data.ms (-2135) (- m/z 57.10 100.00%
57.1
5000
3. 1450 1500
13.1 . .
169.2  245.2 4.4
oHH_HJH“m,mwH“,““3"1““‘2‘?’,?”““‘1?““‘ m/z 71.10 70.69%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #158598: Nonadecane
57.0
5000 — ——
14.50 15.00
m/z 43.10 65.09%
O\\J\‘\“‘\H\“\]m‘\“‘\‘\\‘%\6\9\9‘\\\\?\6?\0\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
—— —
14.50 15.00
5000 m/z 85.10 50.17%
13.0
‘ H'J | | ,169.0 2250 282.0
(IR S0 NP B A e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #74005: Tetradecane T —
57.0 14.50 15.00
m/z 55.10 23.31%
5000
e o
ol e e e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF050423\
BF133253.D

May 2023 02:46

¢ CG\JU
: 02598-04

. 23

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 12 Supraene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.727 7.64 ng 275991  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

praene 410 C30H50 007683-64-9 90
,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59
3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 58

Abundance Scan 2149 (14.727 min): BF133253.D\data.ms (-2146) (- m/z 69.10 100.00%

69.1
5000

—
14.50 15.00

7.1
191.1 254.2
o“wmﬂxumwﬁﬂu"%“‘H“‘§95?H?§7§‘439?“‘ m/z 81.10 45.56%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.10 22.34%
137.0
NNy [,y ], 1910 273.0 341.0 410.0
\\f‘\ \\‘\\\\‘1\1!‘\\\\‘1\\\‘\\\f‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-
69.0
—— —
14.50 15.00
5000 m/z 68.10 12.15%

o

136.0
W Ll 190 o320
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — —
69.0 14.50 15.00
m/z 137.05 10.95%
- WM
| w0
olstd, wﬂuwt‘AFQ%Q‘w““w““_“‘_““w‘ R —
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.980 6.80 ng 245628  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 99
2 Heptacosane 380 C27H56 000593-49-7 96
3 Docosane 310 C22H46 000629-97-0 96
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tricosane 324 C23H48 000638-67-5 87
Abundance Scan 2192 (14.980 min): BF133253.D\data.ms (-2189) (- m/z 57.10 100.00%
57.1
5000 JLM
15.00
13.1 .
183.2 252.2
0 H |17, . 1882 29223003345.33935438. /0 7110  64.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 T
15.00
m/z 43.10 60.35%
oL ‘ 1134130 169.0 2250 281.0 337.0 394.0
\\\‘\Y\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
——
15.00
5000 m/z 85.05 44 .52%
ol ‘ || 1180 169.0 2250 281.0 380.0 m
A S e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane —
57.0 15.00
m/z 55.10 18.42%
5000 MMMM
LT3 1m0 00
0 "‘_m‘umHMM«m‘HHWH‘MHWHWH e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50423\
Data File : BF133253.D

Acqg On : 05 May 2023 02:46
Operator : CG\JU

Sample : 02598-04

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-... 4.910 5.2 ng 301967 1 6.728 1161560 20.0
Benzophenone 10.469 3.3 ng 244405 3 9.763 1488890 20.0
Tridecane 10.669 3.1 ng 195162 4 11.239 1277470 20.0
n-Hexadecanoic ... 11.780 5.8 ng 370160 4 11.239 1277470 20.0
Octadecane 12.345 2.6 ng 167725 4 11.239 1277470 20.0
Docosane 13.069 2.1 ng 143192 5 13.874 1386670 20.0
2-Bromo dodecane 13.410 2.1 ng 144943 5 13.874 1386670 20.0
1-Octadecene 13.739 4.9 ng 338814 5 13.874 1386670 20.0
Tetradecane, 2,... 14.057 2.3 ng 159165 5 13.874 1386670 20.0
Heptadecane 14.357 3.2 ng 224022 5 13.874 1386670 20.0
Nonadecane 14.657 4.7 ng 169168 6 15.298 722202 20.0
Supraene 14.727 7.6 ng 275991 6 15.298 722202 20.0
Octacosane 14.980 6.8 ng 245628 6 15.298 722202 20.0
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