LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

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-BF092121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125595.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 12 21 26 rBV 1251456 1588768 25.89% 3.615%
2 5.516 577 583 586 rBV 4849777 4737767 77.22% 10.781%
3 6.516 747 753 756 rBV 4325493 4685504 76.37% 10.662%
4 6.892 814 817 821 rBV 1300379 1050405 17.12% 2.390%
5 7.451 907 912 915 rBV 3202946 3094986 50.44% 7.043%

6 8.075 1014 1018 1026 rBV 268674 251623 4.10% 0.573%
7 8.175 1031 1035 1038 rBV 1840718 1466341 23.90%  3.337%
8 9.251 1213 1218 1221 rBV 6209289 5936944 96.76% 13.510%
9 9.927 1329 1333 1337 rBV 1811705 1683256 27.43%  3.830%
10 10.716 1462 1467 1471 rBV 3668429 3812674 62.14%

00
o))
N
o))
B

11 11.416 1582 1586 1589 rBV 2151511 1730877 28.21%
12 11.945 1669 1676 1695 rBV 1255141 1646575 26.84%
13 12.221 1712 1723 1735 rVB5 73183 271387  4.42%
14 12.627 1786 1792 1794 rBV3 55132 66199 1.08%
15 12.727 1804 1809 1815 rBV 844496 892583 14.55%

NOOWWwW
(9]
=
00
S

16 13.004 1851 1856 1859 rBV 6031914 6135434 100.00% 13.
17 13.604 1955 1958 1964 rVB 79355 111341 1.81%
18 13.898 2003 2008 2018 rBV3 354908 512112  8.35%

O WERrOoOoWw
=
o))
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S

19 14.057 2030 2035 2038 rBV 1727464 1626014 26.50% 700%
20 14.227 2058 2064 2071 rBV 123502 188302 3.07% 429%
21 14.527 2112 2115 2127 rVB2 71166 100826 1.64% 0.229%
22 14.757 2147 2154 2158 rBV 76249 122822 2.00% 0.279%
23 14.839 2160 2168 2173 rVV3 82564 181599 2.96% 0.413%
24 15.186 2223 2227 2232 rBV 59780 69834 1.14% 0.159%
25 15.327 2246 2251 2262 rVB 57571 110017 1.79% 0.250%
26 15.533 2281 2286 2291 rBV 1181627 1472863 24.01% 3.352%
27 15.574 2291 2293 2301 rVB 63037 85244 1.39% 0.194%
28 16.080 2374 2379 2387 rBv4 34399 75021 1.22% 0.171%
29 16.745 2485 2492 2499 rVB8 24807 67385 1.10% 0.153%
30 17.156 2557 2562 2569 rBV6 36072 85132 1.39% 0.194%
31 17.645 2638 2645 2653 rBV1o 29355 84574 1.38% 0.192%
Sum of corrected areas: 43944409
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092321\

BF125595.D
: 23 Sep 2021 16:54
Ju/CG
. M3824-04
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2000000
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TIC: BF125595.D\data.ms
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0
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.210 30.25 ng 1588770 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 21 (2.210 min): BF125595.D\data.ms (-12) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.1 \‘\\\\‘\\\\‘\\
o1 ‘ 220 240 2.60
Okl B2 L m/z 43.05  33.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L LA AL B
2.20 2.40 2.60
43.0 o
87.0 m/z 87.10  25.25%
29.0
N ‘\“\ L?-O Ly
O \‘H\\‘HH‘!\!\‘\!\‘!‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.20 2.40 2.60
5000 41.0 55.0 m/z 55.10 24.83%
27.0
0 H\ ‘m \“ I 112.0 129.0
et e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- T
73.0 2.20 2.40 2.60
m/z 71.10 11.23%
5000 43.0
58.0
Obrprrthbirrrepter e L ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.075 3.43 ng 251623 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1018 (8.075 min): BF125595.D\data.ms (-1014) (-) m/z 57.10 100.00%

57.1
5000
41.0

70 7.808.008.208.40
100.1 )
131.1

0 m_mw‘lu “M‘u w!“u‘ J‘;“ A e m/z  45.10  90.45%

miz--> 20 40 60 80 100 120 140

Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B B B B BN
29.0 7.80 8.00 8.20 8.40

750 m/z 41.05 31.18%

Ot T \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ T ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0

7.80 8.00 8.20 8.40

5000 m/z 75.00 19.06%
41.0
75.0
m/z--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- R
45.0 7.80 8.00 8.20 8.40

m/z 56.00 14.72%

5000
89.0
29.0
7
oLl L TR | 1190 a0

m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.945 19.03 ng 1646580  Phenanthrene-d10 11.416
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1676 (11.945 min): BF125595.D\data.ms (-1669) (-  m/z 72.95 100.00%

73.0
43.1
5000 129.1
213.2
157.1185.1 12 00
o} m/z 60.0 81.59%
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 T
213.0 1200
‘ 157.0 185.0 m/z 43.1 76.86%
O ‘\‘\‘H"“\‘\\H!H‘\h\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
43.0 1200
171.0
ARESIT N ot R T A
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid
73.0 12 00
43.0 m/z 55 61.27%
5000
129.0
185.0 228.0
0,%70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,4-Benzenedicarboxylic aci... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.221 3.14 ng 271387  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 91
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 81
3 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 59
4 Fumaric acid, 2-ethylhexyl hexyl... 312 C18H3204 1000339-14-1 35
5 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 35
Abundance Scan 1723 (12.221 min): BF125595.D\data.ms (-1712) (1 m/z 70.05 100.00%
70.0
149.0
261.1
5000 AJ
ey e
UL
[ f Pl l e u e M/z 149.00  72.81%
mlz--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0 "™
5000 A\‘y\‘\\‘\”\\
12.00 12.50
m/z 261.10 64.10%
O+t \M‘h‘\‘ ‘\‘h\"“\‘\“ e } \‘\1\8\9.’0\ LI 13\0‘4\0\\ \3‘6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
— —
112.0 12.00 12.50
5000 261.0 m/z 112.10 53.17%
67.0
P9.
0 (ﬂ SEEEE ‘ 2070 | 130403470
miz--> 50 100 150 200 250 300 350 Amz
Abundance #257919: Terephthalic acid, 3-methylbut-2-yl octyl ester i ——
261.0 12.00 12.50
m/z 57.05 38.22%
5000 70.0
149.0 RJ
219.0
) I UM s AN N
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.727 10.31 ng 892583  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 1809 (12.727 min): BF125595.D\data.ms (-1804) (1 m/z 73.00 100.00%

43.1 73.0
5000 129.1
1851 9419
‘ ‘ 284.1 1. 50 13.00
— IS S R PSRN Sy 7 90.06%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C
185.0 241.0 12 50 13 OO
‘ m/z 60.0 83.24%
ol— “ M‘H H I ”“H‘H‘\‘\‘ Hh“m}‘““ ‘H\‘\\l ur\‘ | I, “\ e “ N ‘\“ ‘\ ‘\‘ . “‘
m/z--> 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
—
43.0 1250 1300
5000 m/z 80.35%
129.0
185.0 228.0
oL ““ H‘u‘u‘ {M‘\‘H} A L ul “\‘ — ‘\‘ — _
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0 1250 1300
m/z 70.22%
5000 129.0
‘ 199.0 2420
oL 1 ﬂq“h‘\“ w“ -
m/z--> 50 100 150 200 250 12'50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 6.30 ng 512112 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan2008(13898num BF125595.D\data.ms (-2003) (- m/z 57.10 100.00%
57.

97.0
5000
— —=
| ‘ ‘ ‘# 1811 13.50 14.00
ol ARl 4y ‘mw“““‘2‘89‘9_‘”_‘ m/z 83.05 95.87%
mlz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 — s
13.50 14.00
25.0 m/z 97.05  88.26%
O T \“\‘ ‘\““ T ‘\‘\ \“‘ “ “‘\ ‘h “‘\67\\0\21\0\0\ T ‘ \2\8\0\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0 = P
13.50 14.00
5000 ITI/Z 43.05 87.13%
25.0
ol Ll g0 20
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T —
57.0 97.0 13.50 14.00
m/z 55.10 86.62%
) thwN\WwWWAmWVMJKMM\
oL L0000 20 220 sear
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\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.227 2.32 ng 188302 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2064 (14.227 min): BF125595.D\data.ms (-2058) (1  m/z 57.10 100.00%

57.1
5000
9.1 0 —
‘ “ ‘ M H 1831 14.00 14.50
obrb b LA TP A0 2808 m/z 71.05  74.50%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T —
14.00 14.50
9.0 m/z 85.05 58.58%
olsg L) 1401002250 ase0
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
—T —
14.00 14.50
5000 m/z 43.05 53.96%
9.0
oL 1] 11018302050 2050 3520
L R e R R
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 14.00 14.50
m/z 55.10 24.78%
) WWmA&wNMJ\MMWMJ\NWM
0 ‘ L uh\ \‘\\ M h‘ 14%\01"8‘30 225.0 267.0 309.0 367.(
e I B R e e e — —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.839 2.47 ng 181599 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2168 (14.839 min): BF125595.D\data.ms (-2160) (1 m/z 57.05 100.00%
57.0

71 — —
1411 14.50 15.00
Ll 1972 :
Otk WwWW“W““Ww‘wu“““““““““, m/z 71.10 63.28%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 “ —
14.50 15.00
m/z 43.05 51.66%
39.0
O T ‘ “\hh‘ \h\ “‘ \“ \]“-\4\‘]_“0\]:8\3\0‘\ T \H\ ‘ \2\8;-\()‘3\2\3\()\ ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
14.50 15.00
5000 m/Z 85.05 50.42%
oL i H | 1410183.0225.0267.0300.0 3650
““““““ R e e e !
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane _ —
57.0 14.50 15.00
m/z 55.05 27.18%
- MW
41.0
Sl oo wmo T
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92321\
Data File : BF125595.D

Acqg On : 23 Sep 2021 16:54
Operator : JU/CG

Sample : M3824-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092121.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|
Butane, 2-metho... 2.210 30.3 ng 1588770 1 6.892 1050410 20.0
Ethanol, 2-(2-b... 8.075 3.4 ng 251623 2 8.175 1466340 20.0
n-Hexadecanoic ... 11.945 19.0 ng 1646580 4 11.416 1730880 20.0
1,4-Benzenedica... 12.221 3.1 ng 271387 4 11.416 1730880 20.0
Octadecanoic acid 12.727 10.3 ng 892583 4 11.416 1730880 20.0
Behenic alcohol 13.898 6.3 ng 512112 5 14.057 1626010 20.0
Heneicosane 14.227 2.3 ng 188302 5 14.057 1626010 20.0
Heptadecane, 9-... 14.839 2.5 ng 181599 6 15.533 1472860 20.0
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