LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc :

ALS Vvial : 19 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135204.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 22 26 37 rVB 40575 53671 1.89% 0.243%
2 2.840 123 128 136 rBV 37092 57873 2.03% 0.262%
3 4.363 383 387 397 rBV 926975 1126931 39.61% 5.093%
4 4,987 489 493 508 rVB 644186 716895 25.20%  3.240%
5 5.251 535 538 543 rVB 32726 31891 1.12% 0.144%
6 5.393 558 562 572 rBV 1463051 1269747 44.63% 5.739%
7 6.398 729 733 744 rVB 1310960 1178610 41.42% 5.327%
8 6.598 764 767 781 rVB 56666 72145 2.54% 0.326%
9 6.763 791 795 798 rBV 810385 680874 23.93% 3.077%
106 6.834 804 807 812 rBV2 23604 39680 1.39% 0.179%
11 7.328 886 891 894 rBV 1702057 1646170 57.86% 7.440%
12 7.422 991 907 914 rVB 32468 47980 1.69% 0.217%
13 7.781 962 968 975 rBv3 51501 71296 2.51% 0.322%
14 7.957 993 998 1006 rBv4 21865 41563 1.46% ©0.188%
15 8.040 1006 1012 1015 rBV 1122770 929466 32.67% 4.201%
16 8.387 1068 1071 1077 rBV4 37341 42160 1.48% 0.191%
17 9.122 1191 1196 1199 rBV 3323858 2845235 100.00% 12.859%
18 9.798 1306 1311 1314 rBV 1246682 1029014 36.17% 4.651%
19 10.222 1378 1383 1388 rVB2 79505 88932 3.13% 0.402%
20 10.586 1441 1445 1450 rBV 1423314 1278328 44.93% 5.777%
21 11.286 1560 1564 1568 rBV 1200898 1108357 38.95% 5.009%
22 11.404 1581 1584 1590 rBVS5 26151 37384 1.31% 0.169%
23 11.751 1640 1643 1648 rBV5 29992 40360 1.42% 0.182%
24 11.833 1652 1657 1669 rBV 1022734 1046954 36.80% 4.732%
25 12.392 1748 1752 1758 rVB2 43707 58658 2.06% 0.265%
26 12.545 1774 1778 1784 rVB2 64940 81821 2.88% 0.370%
27 12.616 1787 1790 1797 rVB 203309 189121 6.65% ©.855%
28 12.704 1802 1805 1809 rVV 59468 53084 1.87% 0.240%
29 12.763 1812 1815 1818 rBV 62699 49227 1.73% 0.222%

30 12.886 1832 1836 1839 rBV 2557142 2295466 80.68% 10.375%

31 13.122 1873 1876 1879 rBV 81311 73558 2.59% ©.332%
32 13.469 1932 1935 1938 rVB 76636 69933 2.46% 0.316%
33 13.798 1988 1991 1992 rBV 71102 53319 1.87% 0.241%
34 13.821 1992 1995 2009 rVB 174551 367853 12.93% 1.663%
35 13.939 2010 2015 2019 rBV 679832 713883 25.09%  3.226%
36 14.116 2042 2045 2049 rVB 54240 46991 1.65% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc :

ALS Vvial : 19 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.421 2094 2097 2101 rVB 48343 47945 1.69% 0.217%
38 14.474 2101 2106 2110 rBV6 26708 52170 1.83% 0.236%
39 14.580 2121 2124 2127 rVB 69743 60073 2.11% 0.272%
40 14.627 2129 2132 2136 rBvV3 29301 34254 1.20% 0.155%
41 14.727 2146 2149 2154 rVB2 36362 46240 1.63% 0.209%
42 14.804 2159 2162 2165 rVB 41172 44776 1.57% 0.202%
43 15.068 2204 2207 2210 rVB 31730 34292 1.21% 0.155%
44 15.339 2249 2253 2257 rVB 42307 56100 1.97% 0.254%
45 15.404 2259 2264 2269 rBV 512612 612479 21.53% 2.768%
46 15.892 2343 2347 2353 rVB4 37845 65482  2.30% 0.296%
47 16.021 2364 2369 2376 rVB9 27551 61526 2.16% ©0.278%
48 16.127 2385 2387 2393 rVB7 25869 38497 1.35% 0.174%
49 16.533 2450 2456 2459 rBV5 21119 40422 1.42% 0.183%
50 16.715 2485 2487 2495 rVBS8 19712 34726 1.22% 0.157%
51 16.921 2514 2522 2532 rBV2 538319 1123582 39.49% 5.078%
52 17.851 2674 2680 2689 rVB2 14901 46420 1.63% 0.210%

53 18.339 2755 2763 2774 rVB5 68677 192593 6.77% ©.870%

Sum of corrected areas: 22126007
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135204.D\data.ms
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Abundance TIC: BF135204.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.363 33.10 ng 1126930 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72
Abundance Scan 387 (4.363 min): BF135204.D\data.ms (-383) (-) m/z 55.05 100.00%
55.0 83.1
5000 43.0
98.1
e AR Raaas BEE
‘ 67.0 4.00 4.20 4.40 4.60
0 EBESEBNMS 1M UL E MBI MBS m/z 83.10  86.14%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
53.0
83.0
29.0 43.0
5000 LB B o e e
98.0 4.00 4.20 4.40 4.60
15.0 m/z 42.95 40.57%
0.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
A AREEEEREE S
4.00 4.20 4.40 4.60
5000 43.0 660 m/z 98.10 32.32%
29.0 ’
67.0
oHwmwHmHpu‘mHM:wHH_m,m,w‘,w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A A RAmaaREE
55.0 83.0 4.00 4.20 4.40 4.60
m/z 39.10 28.96%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu UM | S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.987 21.06 ng 716895 1,4-Dichlorobenzene-d4 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 493 (4.987 mm) BF135204.D\data.ms (-489) (-) m/z 43.00 100.00%
43.0
59.0
5000
RS R
‘ 83.0 1011 4.60 4.80 5.00 5.20 5.40
Ol prrrr e bl e et M/Z 59.08 57.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10  15.50%
031.01183-0101.0’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
s BaR o
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 15.17%
29.
87.0
“_“W‘H““w R R ARAEEAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.55%
5000
410 101.0
27.0 '
ANl AN M-SR OO ) (FUUO | S S
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\BF@91223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56

Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknown6.598 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.598 2.12 ng 72145 1,4-Dichlorobenzene-d4 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 47
2 Butane, 1,2,4-trimethoxy- 148 C7H1603 020637-48-3 42
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 39
4 2-Propanol, 1-propoxy- 118 C6H1402 001569-01-3 39
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 38
Abundance Scan 767 (6.598 min): BF135204.D\data.ms (-764) (-) m/z 45.00 100.00%
45.0
5000
| ST
104.0 - : : : :
0 HwWwmn“mwWW!Mw_m_Wwwww m/z 59.10  36.29%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘HHJ}HH‘HH‘%H,,H
6.20 6.40 6.60 6.80 7.00
2900 72.0 m/z 43.00 22.52%
0 H"]ﬂ.r\q\‘H\H“H\\‘\‘f‘\\‘H\\‘\H\‘!‘\‘H‘\?\9‘9\\1‘(\)\4.\\(?\\\\‘\\\\’]‘:\3\5\\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #26709: Butane, 1,2,4-trimethoxy-
45.0
REREERESEsEsnEy i
6.20 6.40 6.60 6.80 7.00
5000 m/z 72.00 17.60%
103.0
0 X M 86.0 ‘
T e e e R e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10526: Ethanol, 2-(2-methoxyethoxy)- B Emmas aE e
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.10 10.32%
5000
29.0
90.0
600 750
0 "‘H"‘Hw"‘H"‘mw"‘“""m‘wWWWHWW
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.833 18.89 ng 1046950  Phenanthrene-d10 11.286
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1657 (11.833 min): BF135204.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 |73.0
5000 129.0 ~N%M&MJMﬂ¥VAMJUV
213.2 = S
| Hw 157.1185.2 asen 1180 12.00
o“wu‘ﬂw‘ NLVM‘wmﬁuwmwﬁuh‘AWAHW‘HW‘MW‘HM“ m/z 60.00 97.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — —
213.0 11.50 12.00
‘ 157.0185.0 m/z 72.95 92.22%
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
11.50 12.00
5000 129.0 m/z 57.10 80.52%
199.0
e e
REELTN 90 o S
m/z--> 20 40 60 80 100120 140160180200220240260
Abundance #92070: Tridecanoic acid et —
73.0 11.50 12.00
m/z 55.05 77 .13%
43.0
5000
129.0
171.0 2140
e
oltsol L LAY — =
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56

Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.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 5 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.616 536 ng 189121 Chrysene-di2 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 Cl8H3602 000057-11-4 98

2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70

Abundance Scan 1790 (12.616 min): BF135204.D\data.ms (-1787) (- m/z 43.10 100.00%
43.1/|73.0
185.2 241.2 T —
‘ ‘ 284.1 12.50 13.00
ol w‘u“w bbb L m/z 60.00  98.59%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 e g
185.0 241.0 12.50 13.00
‘ m/z 57.05 94.02%
oL— “ M‘H M ”“H‘H‘\‘\‘ Hh“”‘}““‘\”““l ur\‘ ‘ I, “\ e “ N ‘\“ ‘\ ‘\‘ . “‘
m/z--> 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 —— ——
12.50 13.00
5000 129.0 m/z 73.00  92.15%
185.0
|
0 “m M “AWMNLMLWM“l“‘MH“M - ‘M‘ ——
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid e Py
60.0 12.50 13.00
m/z 55.05 83.92%
5000 129.0
970 171 0 2130 256.0
o) E— ‘M‘H‘H U!‘ H‘\ Hh”\ u‘\ ul ‘ ‘ ‘ . \‘ ““\‘ , “\‘ — —r P
m/z--> 50 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.121 2.06 ng 73558  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 1876 (13.122 min): BF135204.D\data.ms (-1873) (- m/z 57.05 100.00%
57.0
1300 13.50
4111830 - -
ol b ” / 1‘ 0202282 201 m/z 43.10 60.88%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 — —
13.00 13.50
m/z 71.10 56.91%
o L1 %’90141018302260
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 41.50%
ol | H L 141 9183 0225.0 281.0 337.0 394.
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane — —
57.0 13.00 13.50
m/z 41.10 32.21%
- W
9.0
oLl 141018302250267.0 3380
Al A S e —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.822 10.31 ng 367853  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Cyclotetradecane 196 C14H28 000295-17-0 72
3 1-Octadecanol 270 C18H380 000112-92-5 68
4 1-Hexacosanol 382 C26H540 000506-52-5 64
5 1-Eicosanol 298 C20H420 000629-96-9 64
Abundance Scan 1995 (13.821 min): BF135204.D\data.ms (-1992) (- m/z 55.10 100.00%
55.1
971
5000
— ——
H ‘ 13.50 14.00
oL “MLNuM”“ AR “M”‘“‘w1§?? ‘?§3j,‘ ?§3ﬂ‘ m/z 83.05 87.04%
m/z--> 50 100 150 200 250
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 — ——
13.50 14.00
m/z 43.10  76.03%
9.0
oito9 LLLLLL 720 1620 2200 meo
m/z--> 50 100 150 200 250
Abundance #71730: Cyclotetradecane
55.0
— ——
13.50 14.00
5000 m/z 69.10 74.62%
196.0
140, Lo B0
miz--> 50 100 150 200 250
Abundance #161351: 1-Octadecanol “ —
55.0 13.50 14.00
97.0 m/z 97.10 73.21%
B VWMMwwWVMJ\NNmmANMWN
o0 | L1110 im0 mas0 S
mlz--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Behenyl chloride Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.892 2.14 ng 65482  Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenyl chloride 344 C22H45C1 042217-03-8 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 49
4 Octadecane 254 C18H38 000593-45-3 47
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 47
Abundance Scan 2347 (15.892 min): BF135204.D\data.ms (-2343) (- m/z 57.10 100.00%
57.1
5000 MM
113.1 T 1
169.1 215.1 266.9 344.3 15.50 16.00
ol m/z 43.85  73.90%
m/z--> 50 100 150 200 250 300 350
Abundance #253708: Behenyl chloride
57.0
5000 — ——
15.50 16.00
0 m/z 71.10 57.00%
141.0 .
01‘5.9“ Ll F 22,1830 2450 2870 3430
m/z--> 50 100 150 200 250 300 350
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
— ——
15.50 16.00
5000 m/z 85.10 53.56%
o
T S T R
m/z--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl- — —
57.0 15.50 16.00
m/z 55.05 25.59%
9.0 141.0
R I R
mlz--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl6.021 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.021 2.01 ng 61526 Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloundecanone 168 C11H200 000878-13-7 30
2 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 18
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 18
4 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 18
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 18
Abundance Scan 2369 (16.021 min): BF135204.D\data.ms (-2364) (- m/z 43.05 100.00%
43.0
5000 350 \/\A/\J\»/\'/\WM
394.3 L
‘h 1 ‘ 16.00
ol H“HHW,WWH_m‘w,w,www m/z 57.05 95.28%
m/z--> 0 50 100 150200250300 350400450500550 600650
Abundance #43330: Cycloundecanone
55.0
25.0
5000 —— |
16.00
J m/z 111.10  84.34%
0”{"]\ \H\”\‘HH‘\H\‘HH’\H\‘HH‘\H\‘HH’HH’HH‘HH‘H
m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0
SN T
16.00
5000 m/z 55.00 71.82%
0 J‘ il h“ 222.0292.0362.0432.0504.0 650.(
e H R o e e e e
m/z--> 0 50 100 150200250300 350400450500 550600650
Abundance #161356: 1-Dodecanol, 2-hexyl- — ‘
57.0 16.00
m/z 41.00 58.13%
5000
OL,ML,H.‘?.MO,,, .
mlz--> 0 50 100150200250 300350400450 500550600650 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl6.921 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.921 36.69 ng 1123580  Perylene-di12 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 43
2 10H-Phenothiazin-3-0l, 8-chloro- 249 C12H8CINOS 002002-32-6 27
3 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 27
4 2-Cyclopropyl-4-methyl-5-pyrimid... 250 C12H18N202Si  1000477-09-5 22
5 Benzene, 1-nitro-2-hydroxy-4-(p-... 249 C12H8FNO4 189214-56-0 22
Abundance Scan 2522 (16.921 min): BF135204.D\data.ms (-2514) (- m/z 249.20 100.00%
249.2
55.0
5000 107.1
181.1
389.3 Tl
ik i
0. m‘h“\‘mw“\ gl ‘\‘u b ‘\\“2‘9‘1‘1‘ AR | e m/z 55.05 58.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136036: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249.0
5000 R
17.00
43.0 2030 m/z 43.10 57.37%
91.0
I “ — | ‘\‘m‘ u‘u‘u“ \M‘h‘ H‘H‘hh‘ Il \u “ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #134123: 10H-Phenothiazin-3-ol, 8-chloro-
249.0
——
17.00
5000 m/z 250.20 52.40%
630 1350 1880)
B L
m/z--> 50 100 150 200 250 300 350 400
Abundance #134589: 7H-Benzo(c)phenothiazine —
249.0 17.00
m/z 95.05 51.67%
5000
A A e B e B P
miz--> 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknown18.339 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.339 6.29 ng 192593  Perylene-di2 15.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,6-Dimethoxyindole, TMS derivative 249 C13H19NO2Si 1782456-13-6 38
2 2,6-Di-t-butyl-4-dimethylaminoph... 249 C16H27NO 010437-44-2 35
3 4H-1-Benzopyran-2-carboxylic aci... 249 C12H11NO5 030192-11-1 35
4 7H-Benzo(c)phenothiazine 249 C16H11INS 000226-06-2 35
5 Phenothiazin-2-0l, 8-chloro- 249 C12H8CINOS 005909-61-5 30

Abundance Scan 2763 (18.339 min): BF135204.D\data.ms (-2755) (- m/z 249.15 100.00%

249.2
43.0
95.0
5000
181.1
432.

3194 18.00 18.50
0! m/z 43.05 77 .46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134223: 4,6-Dimethoxyindole, TMS derivative
249.0
73.0
5000 — —
18.00 18.50

m/z 55.05 55.42%

o290 | 117.0 1780 |

\\\‘\\\\’\\\\’\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #134622: 2,6-Di-t-butyl-4-dimethylaminophenol
249.0

— —
18.00 18.50
5000 m/z 95.85  54.50%

41.0 950 91910
T ‘\ \l ‘ ‘\ T \ \ ’ T \ T ’ T \‘I\‘ \h ‘ T ‘\ T \ LR ‘ LR ‘ LR ‘ T T 17T
m/z--> 50 100 150 200 250 300 350 400

Abundance #134012: 4H-1-Benzopyran-2-carboxylic acid, 6-amino-7
249.0 18.00 18.50

m/z 250.20  48.21%

5000
1200 = 193.0
0 I L i

m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135204.D

Acqg On : 13 Sep 2023 03:56
Operator : CG\JU

Sample : 04299-10

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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|
3-Hexen-2-one 4.363 33.1 ng 1126930 1 6.763 680874 20.0
2-Pentanone, 4-... 4.987 21.1 ng 716895 1 6.763 680874 20.0
unknown6.598 6.598 2.1 ng 72145 1 6.763 680874 20.0
n-Hexadecanoic ... 11.833 18.9 ng 1046950 4 11.286 1108360 20.0
Octadecanoic acid 12.616 5.3 ng 189121 5 13.939 713883 20.0
Hexadecane 13.121 2.1 ng 73558 5 13.939 713883 20.0
1-Heneicosanol 13.822 10.3 ng 367853 5 13.939 713883 20.0
Behenyl chloride 15.892 2.1 ng 65482 6 15.404 612479 20.0
unknownl16.021 16.021 2.0 ng 61526 6 15.404 612479 20.0
unknown16.921 16.921 36.7 ng 1123580 6 15.404 612479 20.0
unknown18.339 18.339 6.3 ng 192593 6 15.404 612479 20.0
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