LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc :

ALS vial : 4 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127632.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.457 537 539 571 rVB 1093124 1374482 42.74% 6.309%
2 6.475 709 712 735 rBV 730438 907248 28.21% 4.164%
3 6.834 769 773 780 rBV 513847 484410 15.06%  2.223%
4 7.404 866 870 881 rBV 2054147 1886310 58.66% 8.658%
5 8.116 987 991 1000 rBV 724501 645702 20.08%  2.964%

.187 1169 1173 1177 rBV 2962484 2850668 88.64% 13.
.292 1189 1191 1200 rVB 157316 168696 5.25%
.869 1286 1289 1298 rBV 899315 747079 23.23%
10.669 1421 1425 1438 rBV 1923972 1988692 61.84%
10 11.363 1540 1543 1553 rBV 943621 835243 25.97%

O OV VO
wowow
i
N
O
R

11 11.875 1625 1630 1654 rVB 421997 788747 24.53%
12 12.522 1736 1740 1744 rBV 56002 68140 2.12%
13 12.663 1758 1764 1777 rBV 787196 1268441 39.44%
14 12.880 1791 1801 1809 rBV3 146466 486833 15.14%
15 12.951 1809 1813 1816 rVB 3493189 3215880 100.00% 14.761%

NUTO W
w
=
w
B

16 13.769 1945 1952 1960 rBV 302119 606970 18.87%
17 14.016 1991 1994 2004 rBV 780056 770734 23.97%
18 14.422 2056 2063 2067 rBV 368192 607322 18.89%

P RPNWN
N
]
[e]
R

19 14.827 2124 2132 2137 rVB 179015 263337 8.19% 209%
20 14.986 2154 2159 2172 rVB 237693 421757 13.11% 936%
21 15.504 2243 2247 2260 rBV2 346159 569029 17.69% 2.612%
22 15.627 2262 2268 2277 rVB2 121110 268879 8.36%  1.234%
23 16.374 2388 2395 2404 rBV 86279 199934  6.22% 0.918%
24 16.798 2461 2467 2478 rVB3 62010 166112 5.17% ©.762%
25 17.239 2536 2542 2543 rBV3 43975 71913 2.24%  ©.330%

26 18.268 2711 2717 2728 rVB4 41114 123804 3.85% 0.568%

Sum of corrected areas: 21786362
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

4

Z:\svoasrv\HPCHEM1\BNA_F\Dat
BF127632.D

: 04 Apr 2022 15:15
: CG\JU
: N2249-07

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\
: ASP BNA STANDARDS FOR 5 P

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

LSC Report - Integrated Chromatogram

a\BF@40422\

Methods\8270-BF032122.M
OINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.292 4.52 ng 168696  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 86
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 64
4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 64
5 Propane, 1,3-bis(ethylthio)- 164 C7H16S2 033672-52-5 58
Abundance Scan 1191 (9.292 min): BF127632.D\data.ms (-1189) (-) m/z 135.05 100.00%
135.1
5000 107.1
e ARRNmEEas R
41.0 77.0 164.2 9.00 9.20 9.40 9.60
0 H“““w"WV‘W“M“ML‘ul‘uw“mh“M“j“ m/z 107.05 44.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 1070 L B L B L AL SR
9.00 9.20 9.40 9.60
. 164.0 m/z 41.05 12.04%
41.
0 \1\5\.(‘)\‘\‘\ \“‘\ \‘\5\9‘.()\ T \“‘ T \H\ T | \‘\‘i‘\ T \“! T \‘\ ™7 ! T
miz--> 20 40 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl-
135.0
e
9.00 9.20 9.40 9.60
5000 m/z 95.10 11.25%
107.0
77.0
olaso MPse0 T | L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #27479: Phenol, m-tert-butyl- e R aEET S
135.0 9.00 9.20 9.40 9.60
m/z 77.00 10.57%
5000
107.0
41.0 ‘
0 HwHH“‘HH_H“H““_m‘m‘_m‘m P PR e
m/z--> 20 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.875 18.89 ng 788747  Phenanthrene-di10 11.363
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 1630 (11.875 min): BF127632.D\data.ms (-1625) (- m/z 43.10 100.00%
43.173.0

-

5000
129.1
m ‘ 1711 21T2 256.1 1150 12,00
oL—— H’ H!‘ “H‘wh‘h ;‘h‘\‘u} . “ “ ‘L‘m‘ i ‘\‘ S m/z 60.00 96.09%
mi/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid

43.0 73.0

i 256.0
5000 = B
129.0 11.50 12.00
213.0 m/z 73.05 93.68%
H‘ ‘ 171.0 ‘
ol | T P SR A

-

m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.
43.0 0
Ea —
11.50 12.00
5000 129.0 m/z 57.10 81.72%
171.0
g L Lo
0 — ‘\‘ H’ “H‘w‘d‘”“\ {‘\H‘h} “ ‘m“ L “‘ T “‘ T —
m/z--> 0 100 150 200 250
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 41.10 77 .61%
5000 129.0
‘ 199.0 2420
0L— L‘ ‘; \" “HM\‘\‘ “h‘\L M\‘ ] “‘ ‘1‘67“9“ L\ — “\ = — = ——
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.663 30.37 ng 1268440  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1764 (12.663 min): BF127632.D\data.ms (-1758) (- m/z 43.10 100.00%

43.1
5000
31 129.1

185.2 241.3 L - L -

‘ 284.3 12.50 13.00
OH\ mﬂ\mw“”\”w_‘w“‘m\‘_m_” m/z 57.10 86.36%
m/z--> 150 200 250 300 350
Abundance #179089 Octadecanoic acid J/\F
5000 129.0 1250 13,00
m/z 60.00 84.68%

185.0 549 284.0
O' ‘“M‘ m \“‘\ \‘ \‘\ ‘ T \‘\ \‘ ‘ T \‘\ ‘ T T T ‘ 1T
m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
T T
12.50 13.00
5000 1290 m/Z 73 . 09 89. 5200
H 171.0 213.0 256.0
oL~ ‘ H‘\ \\h”\ \u‘\ u \ “ “ “‘ l ““\‘ , “\‘ P
m/z--> 5 100 150 200 250 300 350
Abundance i i

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

m/z 55.05 74.05%

5000 284.0
3.0 129 0
1850 2410
H\‘ “ uhH M\ Wl ‘ L ‘ 3721 ‘ ‘

o IV IR A DV A MM £ — :
miz--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.880 12.63 ng 486833  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 (C24H50 000646-31-1 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 1801 (12.880 min): BF127632.D\data.ms (-1791) (- m/z 57.10 100.00%
57.1

-

5000
1250 13.00
7.1 : :
o‘HH_Mﬁwu«3%5‘:%m_HwHH‘HHw‘_m_wm m/z 71.85 56.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 = —
12.50 13.00
m/z 43.10 52.07%
0 HJJJ%?PngIO 282.0
‘\H\‘\H\‘\\H‘HH’H\\‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
— —
12.50 13.00
5000 m/z 85.10 39.72%

1 |1 }27-0197.0267.0 338.0

-

O A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane - ‘ ‘
57.0 12.50 13.00
m/z 55.10  20.10%
5000 MJ&/ﬂKKJp\NVWHN
o HIH‘“27;9197.0267.0337.0407.0 491.0562.0
R B e R AR S e  ARAR — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.769 15.75 ng 606970  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1952 (13.769 min): BF127632.D\data.ms (-1945) (- m/z 57.10 100.00%

57.1
5000

9.0 T T

‘ ‘ 141.2183.2 995 13.50 14.00
ol hdhd 183220522670 m/z 71.85 59.22%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 I =
13.50 14.00

m/z 43.05 58.20%

| ‘ g % | , 141.0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> O 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

T
13.50 14.00

o

5000 m/z 85.10 43.92%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
A e S e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 13.50 14.00

m/z 55.05 22.49%

]

oL Ll | ] \\ 1 141.0183.0225.0267.0309.0 367.0
A b b g SR 200, 02070309.0 S — —

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\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.422 15.76 ng 607322  Chrysene-di2 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2063 (14.422 min): BF127632.D\data.ms (-2056) (- m/z 57.05 100.00%
57.0
5000 i
9.1 LI
14.50
ol 1 ‘ LA1 1412183220530671  sar0 m/z 71.10 57.10%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 1
14.50
m/z 43.05 55.97%
ol ‘ uy ‘\ ] 141 0183.0225.0267.0 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
——
14.50
5000 m/z 85.10 41.60%
9.0
0 L] |14 1410183.02250267.0  338.0
A A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane —T
57.0 14.50
m/z 55.10 20.39%
- VJA/\AV
oLl L H | 141 0183.0225.0 281.0 337.0 394.
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\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Supraene

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.827 9.26 ng 263337  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 90
3 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 72
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
5 5-Bromo-1-pentanol 166 C5H11Bro 034626-51-2 53

Abundance Scan 2132 (14.827 min): BF127632.D\data.ms (-2124) (-
69.1

5000
121.1
ofrbbbidainy, 2092 2853 a3
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000
137.0
0 T ) 273.0 341.0 410.
‘\\\\‘\ \\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘!\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
5000
137.0
17. OM I ‘ il h” H H u‘“ l‘ b ngw-;L\O 273.0 34;[0 410.(

o

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #151029: 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl
69.0

5000

135.0

m/z 69.10 100.00%

:

14.50 15.00

m/z 81.05 49.15%

=

14.50 15.00

m/z 41.00 29.04%

:

14.50 15.00

m/z 95.10  13.75%

:

14.50 15.00

m/z 68.05 11.35%

H 2620
O+ ] \‘\ ‘ \\‘H“m“\“ \‘M\‘hm\‘ ‘ ‘“‘n\‘ “‘\‘ e

m/z--> 0 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\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.986 14.82 ng 421757  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 4-Methylheneicosane 310 C22H46 025117-29-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
Abundance Scan 2159 (14.986 min): BF127632.D\data.ms (-2154) (- m/z 57.05 100.00%
57.0
o wf«w/J\vw/\qxf,mjﬁJ\
15.00
141.1 :
ol “u g ML Lt 1972 25322051 m/z 71.10 62.19%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T
15.00
m/z 43.05 55.42%
ol ‘ uy ‘\ ] 1410183022502670 323.0 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
15.00
5000 m/z 85.05 44.24%
9.0
ol h“ | 1 141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #212284: 4-Methylheneicosane ]
57.0 15.00
m/z 55.05 22.42%
5000
‘ 267.0
41.0
ol m‘M jgme aeme | o o
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.627 9.45 ng 268879  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Docosane 310 C22H46 000629-97-0 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
Abundance Scan 2268 (15.627 min): BF127632.D\data.ms (-2262) (- m/z 57.10 100.00%
57.1
w0 $
01 — ——
15.50 16.00
1412 2071
omm“ hm”w‘w A N 2. E— m/z 71.10 57.50%
mfz--> 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
15.50 16.00
m/z 43.05 56.23%
O “\ h\ it \‘ H‘ \ | 01830 2390 2960
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl-
57.0
— —
15.50 16.00
5000 m/z 85.10 44.47%
182.0
oL UL 11019200080 2910570
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- — —
57.0 15.50 16.00
m/z 55.00 16.78%
. WWWM/W
ol ‘\‘ “\\ H | 1410183.0225.0267.0300.0_ 3650
e “““‘ A T — ——
m/z--> 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\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Octacosane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.374 7.03 ng 199934  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptacosane 380 C27H56 000593-49-7 68
5 Hexadecane 226 Cl16H34 000544-76-3 64
Abundance Scan 2395 (16.374 min): BF127632.D\data.ms (-2388) (- m/z 57.05 100.00%
57.0
2000 M\/\@M\
1600 1650
141.1 . .
ol \““‘ LA H‘ Lrlel, 2118assL 8881 u; 71.e5  59.12%
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 — —
16.00 16.50
m/z 43.05 50.08%
olid ‘\\ “\\ H | 141:0183.0225.0267.0309.0 365.0
\\\\‘\ \\\\‘\Y\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
16.00 16.50
5000 m/z 85.05 44.02%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
R S o e A
m/z--> 50 100 150 200 250 300 350
Abundance #90192: Pentadecane “ ——
57.0 16.00 16.50
m/z 55.10  22.06%
9.0
osolll[ o 20
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

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

Quant Title

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

BF©32122.M

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 unknownl6.798

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.798 5.84 ng 166112  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxazolidin-2-one, 4-hydroxy-3-[2... 332 C18H24N204

2 Benzene, 2,4-diisocyanato-1-methyl- 174 C9H6N202
3 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002
4 Pyrazole, 5-(4-methoxyphenyl)- 174 C10H10N20
5 5,6-Dimethyl-1H-1,3-benzodiazole... 174 C10H1ON20

1000310-03-3 47
000584-84-9 46
086759-40-2 46
1000157-86-0 46
920484-85-1 43

Abundance Scan 2467 (16.798 min): BF127632.D\data.ms (-2461) (- m/z 174.10 100.00%
174.1
5000
431
91.0
1650 1700
0! m/z 187.10  35.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #239115: Oxazolidin-2-one, 4-hydroxy-3-[2-(5-methoxy-2
174.0
5000 ‘ L Ly
16.50 17.00
m/z 161.10 35.12%
43.0 131 0 332.0
O\\\‘\““‘H\\\\‘\\ \“‘\\‘\‘\‘\2\3\]-\.9\?\8?.‘0\‘\\‘\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #49862: Benzene, 2,4-diisocyanato-1-methyl-
174.0
16.50 17.00
5000 43.10  32.83%
118.0
51.0 ‘ “
m/z--> 50 100 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone —— —
174.0 16.50 17.00
m/z 55.00 26.76%
131.0
5000
77.0
0 ““Hﬂwijhuhh1"““““““““““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 12 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.239 2.53 ng 71913  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2542 (17.239 min): BF127632.D\data.ms (-2536) (- m/z 57.05 100.00%

57.0
5000

——
13.2 17.00 17.50
o“‘$‘wLLm”wMJpw‘%?%f“?g%%‘?fﬁq““w“ m/z 71.1e 57.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0

5000 — —
17.00 17.50

m/z 43.10  51.05%
O T ‘\ ‘\

13.
) “\ Ih\l‘ h‘ A i 1169 0 2250 295.0 367.0
‘ TT ’ T ‘ T \ T ’ T ‘ T T ‘ T 1T ‘ TTTT ‘ T TT
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane

57.0

——
17.00 17.50
5000 m/z 85.10  42.92%

o ﬁ |,169.0 2250 3090 3650 436
bbb L1 489:0.2250 3090 365.0 436
m/z--> 50 lOO 150 200 250 300 350 400

Abundance #287976: Heptacosane T —
57.0 17.00 17.50

m/z 55.00  22.99%

- /\WWM

oL LT 1690 2250 2810 3800

m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Sulfurous acid, butyl tride... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.268 4.35 ng 123804  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 59
2 Heptacosane 380 C27H56 000593-49-7 53
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 53
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 50
5 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 50

Abundance Scan 2717 (18.268 min): BF127632.D\data.ms (-2711) (- m/z 57.10 100.00%

57.1
5000

s —
‘ ‘ % 155.1 207'12 o1 355.0 18.00 18.50
e ‘H“‘“ by SIS L VTR m/z 71.10 66.90%

miz--> 50 100 150 200 250 300 350
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0

5000 — —
18.00 18.50

m/z 43.10 54.31%

% | 4 139-0 1830 2350
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mi/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

o

0
57.0
—— —
18.00 18.50
5000 m/z 85.10 33.79%
oL L \ | F | 141.0183.0225.0267.0 323.0 380.
= AT T e
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- 7 —
57.0 18.00 18.50

m/z 55.00  26.85%

= WWNM
I

9.0 155.0 197.0
ol b e e —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@40422\
Data File : BF127632.D

Acqg On : 04 Apr 2022 15:15
Operator : CG\JU

Sample : N2249-07

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.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|
Phenol, 4-(1,1-... 9.292 4.5 ng 168696 3  9.869 747079 20.0
n-Hexadecanoic ... 11.875 18.9 ng 788747 4 11.363 835243 20.0
Octadecanoic acid 12.663 30.4 ng 1268440 4 11.363 835243 20.0
Eicosane 12.880 12.6 ng 486833 5 14.016 770734 20.0
Heptacosane 13.769 15.8 ng 606970 5 14.016 770734 20.0
Tetracosane 14.422 15.8 ng 607322 5 14.016 770734 20.0
Supraene 14.827 9.3 ng 263337 6 15.504 569029 20.0
Octacosane 14.986 14.8 ng 421757 6 15.504 569029 20.0
Heptadecane, 2,... 15.627 9.4 ng 268879 6 15.504 569029 20.0
Octacosane, 2-m... 16.374 7.0 ng 199934 6 15.504 569029 20.0
unknownl16.798 16.798 5.8 ng 166112 6 15.504 569029 20.0
Hentriacontane 17.239 2.5 ng 71913 6 15.504 569029 20.0
Sulfurous acid,... 18.268 4.3 ng 123804 6 15.504 569029 20.0
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