LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137050.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 8 13 19 rBV 11673 16022 1.28% 0.174%
2 5.022 495 499 506 rBvV 66539 80915 6.46% 0.881%
3 5.434 565 569 584 rBV 1039923 1077568 85.98% 11.728%
4 6.434 735 739 754 rBV 1181766 1100874 87.84% 11.981%
5 6.622 766 771 775 rBvV2 8439 14530 1.16% 0.158%

6 6.781 795 798 802 rBV 408462 336486 26.85%
7 7.345 890 894 897 rBV 801343 683944 54.57%
8 8.057 1012 1015 1031 rBV 504434 443649 35.40%
9 9.133 1194 1198 1202 rBV 1399653 1253281 100.00% 13.

9.251 1215 1218 1227 rVB 70690 74477 5.94%

O WA NW
00
N
00
Y

11  9.816 1310 1314 1323 rBV 598546 484127 38.63%
12 10.610 1445 1449 1458 rBV 768948 743562 59.33%
13 11.310 1564 1568 1571 rBV 569708 453689 36.20%
14 11.704 1630 1635 1638 rVB 18073 14020 1.12%

R O hoowv
©
w
00
X

15 11.839 1655 1658 1667 rBv2 116057 130721 10.43% 423%
16 12.533 1773 1776 1778 rBV 34032 29479 2.35% 0.321%
17 12.633 1790 1793 1799 rBV2 23748 32523 2.60% ©.354%
18 12.763 1810 1815 1819 rVB2 27588 33013 2.63% ©.359%
19 12.904 1835 1839 1842 rBV 1065469 866750 69.16% 9.433%
20 13.133 1875 1878 1881 rVB 25467 19986 1.59% 0.218%
21 13.386 1915 1921 1930 rBV 162617 163123 13.02% 1.775%
22 13.474 1932 1936 1940 rBV 45336 45925 3.66% ©0.500%
23 13.810 1989 1993 1996 rBV 53228 47055 3.75% ©.512%
24 13.886 2001 2006 2013 rBVi1e 10320 31569 2.52% ©0.344%

25 13.968 2016 2020 2024 rBV 348431 320656 25.59%  3.490%

26 14.074 2030 2038 2041 rVBS8 7411 14468 1.15% 0.157%
27 14.127 2043 2047 2051 rBV 64704 56458 4.50% 0.614%
28 14.433 2096 2099 2102 rBV 57376 50088 4.00% ©0.545%
29 14.739 2148 2151 2156 rVB 41740 42731 3.41% 0.465%
30 14.815 2161 2164 2168 rVB3 13897 15080 1.20% 0.164%
31 15.027 2196 2200 2202 rBV2 15278 21172 1.69% ©.230%
32 15.086 2207 2216 2213 rVB 23263 25061 2.00% 0.273%
33 15.333 2248 2252 2256 rBV2 15174 17874 1.43% 0.195%
34 15.398 2259 2263 2267 rW 15423 20446 1.63% ©0.223%
35 15.457 2268 2273 2282 rVV 288549 393022 31.36% 4.277%
36 16.333 2418 2422 2429 rVB9 8102 19192 1.53% 0.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.451 2607 2612 2614 rBVS 8583 14835 1.18% 0.161%
Sum of corrected areas: 9188371
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\

BF137050.D
: 12 Jan 2024 15:59
: CG\JU
: P1104-05
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.022 4.81 ng 80915 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 499 (5.022 min): BF137050.D\data.ms (-495) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 T A A
‘ 83.0 4.60 4.80 5.00 5.20 5.40
Otrrrrrrrrprrrr bbb mM/z 59.18 58.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LA L R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.23%
0 \\\‘\\\\‘\\\?H‘]I\.\O\\“”i\\‘\\}\‘\\\\‘\\\\8‘:\)"\.\0\‘\\\]-\0“]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime
43.0
P
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.77%
101.0
15.0 58.0
0 b ey 00, 840
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate R AEEa AR
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.97%
5000
15.0 >80
~ 27.0 72.0 100.0
0 \\\‘\1‘\\‘\\H\‘\\\\“‘11\\‘\\m‘\\H‘lm‘\m‘\m}\m‘\ M\H,m\A‘\"\AH‘\AM,H"\
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\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.251 3.08 ng 74477  Acenaphthene-di1e 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HI9NO2 000621-42-1 53
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
4 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 42
5 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 35
Abundance Scan 1218 (9.251 min): BF137050.D\data.ms (-1215) (-) m/z 43.00 100.00%
3.0
109.1
5000 151.1
P P P T T
‘ 85.0 9.00 9.20 9.40 9.60
O+ mmuw‘M Al uNuM el e m/z 109.10  63.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 L B L I LN B
9.00 9.20 9.40 9.60
69.0 m/z 151.05 42.76%
0 ;\5\.9\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ ! \“ T 1 T \‘\ T ‘Jr??\?\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
R R e
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 19.04%
43.0
80.0
150 | [ | |
R I R .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28920: m-Isopropoxyaniline
109.0 9.00 9.20 9.40 9.60
m/z 57.10 11.82%
5000
151.0
41.0 80.0 )\
0 ;§9m‘ﬂﬁ‘h‘JH‘MH1W‘NH“H‘_‘1W“H‘H“_“w SRY LV S SN——
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 5.76 ng 130721  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1658 (11.839 min): BF137050.D\data.ms (-1655) (- m/z 43.05 100.00%
430 731
5000
M‘W’?“A T
11.50 12.00
Y m/z 73.10  85.21%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘
11.50 12.00
167.01g5 02130  256.0 m/z 57.05 80.74%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
WOPSEIWWILAVCS
11.50 12.00
5000 129.0 m/z 60.00 76.90%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid — T A
73.0 11.50 12.00
43.0 m/z 55.00 73.49%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.386 10.17 ng 163123  Chrysene-di12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 87
3 9-Octadecenamide 281 C18H35NO 003322-62-1 74
4 Tetradecanamide 227 C14H29NO 000638-58-4 72
5 Dodecanamide 199 C12H25NO 001120-16-7 64
Abundance Scan 1921 (13.386 min): BF137050.D\data.ms (-1915) (- m/z 59.00 100.00%
59.0
5000
S 19
95.0 126.0 . .
ok Wb iy o 2841 2382 28110 7010 64.31%
miz-> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 — N
13.00 13.50
29.0 050 m/z 55.05 35.23%
oL L“ U \HH “\‘}“\;Mh‘ ‘HMM \;\\}?‘%9 ‘\‘ ‘18‘4"0‘ , ‘2‘38‘? . 2‘8":]"(
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
= —
13.00 13.50
5000 m/z 41.05 31.60%
126.0
29-0‘\\ ] 980 T 1560 2100 2530
o) ‘M‘ \M \‘W‘MH AT it it N .
miz--> 50 100 150 200 250
Abundance #174772: 9-Octadecenamide == ]
59.0 13.00 13.50
m/z 43.05 23.66%
5000
29.0 97.0
O L P00 2200 2
ol Ik 37703080, 2200 ZBLCH | enllond Ve
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.474 2.86 ng 45925  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 1936 (13.474 min): BF137050.D\data.ms (-1932) (- m/z 57.05 100.00%
57.0
99.0 T
il pmeame s
ob——plpp bty e m/z 43.10 62.38%
miz-> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000 T
13.50
99.0 m/z 71.05 59.12%
0 2610 ““\ ”H‘ \‘”‘\ h“ \“‘ \“\41‘1.3\ %8\‘3\0‘ \22\5\0\ T \2\96’(
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
i T T ‘ T
13.50
5000 m/z 85.10 46.10%
99.0
obaslol | L/ | ) 2410 qaso 200
miz--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0 13.50
m/z 41.05 23.43%
5000
‘ 99.0
olL2lol 1| || | 140 1830 2540 S|P
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.810 2.93 ng 47055  Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1993 (13.810 min): BF137050.D\data.ms (-1989) (- m/z 57.00 100.00%
57.0
1350  14.00
ob— u“ p‘ L ““ m ‘411 1o7.2239.22811 n/z 43.10  63.48%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
13.50 14.00
m/z 71.10 63.26%
ok ‘L‘ L M | }41.0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
= —T=
13.50 14.00
5000 m/z 85.05 48.29%
9.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- A ot o T T
57.0 13.50 14.00
m/z 41.10 21.89%
5000
ol ‘L “\\ H | 141:0183.0225.0267.0309.0 365.0
i “‘H“‘ T e — —
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\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.127 3.52 ng 56458 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2047 (14.127 min): BF137050.D\data.ms (-2043) (-} ' m/z 57.05 100.00%
57.0
" M
9.1 —— ——
14.00 14.50
NI A SRR S L =T e e ¥
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 haa i
14.00 14.50
9.0 m/z 43.05 68.28%
01\5\0‘\ “‘\ ““‘ \‘h‘\ h“ \“‘ \}\41‘1‘?\ :!\-8\‘3\0‘ \22\5\(\) 7T \29\6‘(\) T
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
—— —
14.00 14.50
5000 m/z 85.05 49, 28%
9.0
||| ][] 14101830 2540
(o R 09 1 NS B MYttt e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- . T —
57.0 14.00 14.50
m/z 55.05 26.32%
- meJkﬁvaWAMMVVMKMNM
9.0
239.0
ol Ll 14101830 *P0 8103230 R
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Data Path :
Data File :
Acqg On 12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
BF137050.D

Jan 2024 15:59

Operator : CG\JU

Sample
Misc
ALS vial : 8

Quant Method
Quant Title

TIC Library

. P1104-065

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.433 3.12 ng 50088 Chrysene-d12 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2099 (14.433 min): BF137050.D\data.ms (-2096) (- m/z 57.00 100.00%
57.0
o NAMAWMmNMAMWw“wKWJW
1450
141.1 .
019722830 m/z 43.05 66.32%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
14.50
m/z 71.10 61.38%
ol 1 H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
T
14.50
5000 m/z 85.05 46.00%
o LU mom0ze0
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T
57.0 14.50
m/z 55.10 26.46%
5000
o Ll \\ (14101830 2390581 03230
A e ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.739 2.17 ng 42731  Perylene-d12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Docosane 310 C22H46 000629-97-0 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2151 (14.739 min): BF137050.D\data.ms (-2148) (- m/z 57.05 100.00%
57.0

5000

-
1270 5110 o810 14.50 15.00
0L b A s S e M/Z 7110 60.20%

m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0

5000 s s
14.50 15.00

m/z 43.10 58.21%

O T \“\ ‘\ ‘ “‘ \“‘\ h’ \“‘\‘L ‘\ “\6? \F)\ ’2\2\5\ 9‘ \2\8\‘2\(‘)\ T ‘ L ‘ T TT
mi/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0

—
14.50 15.00

5000 m/z 85.10 42.61%
o LLLLU1T 7 3090 2250 2810 3800
ey R T R LR A B
m/z--> 0 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 14.50 15.00

m/z 55.10  18.23%

]W Liy MMM

169.0 225.0 309.0 365.0 436.(

L

m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011224\
Data File : BF137050.D

Acqg On : 12 Jan 2024 15:59
Operator : CG\JU

Sample : P1104-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 4.8 ng 80915 1 6.781 336486 20.0
2,4,7,9-Tetrame... 9.251 3.1 ng 74477 3 9.816 484127 20.0
n-Hexadecanoic ... 11.839 5.8 ng 130721 4 11.310 453689 20.0
9-Octadecenamid... 13.386 10.2 ng 163123 5 13.969 320656 20.0
Heneicosane 13.474 2.9 ng 45925 5 13.969 320656 20.0
Hexacosane 13.810 2.9 ng 47055 5 13.969 320656 20.0
Octadecane 14.127 3.5 ng 56458 5 13.969 320656 20.0
Octacosane 14.433 3.1 ng 50088 5 13.969 320656 20.0
Eicosane 14.739 2.2 ng 42731 6 15.457 393022 20.0
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