LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS Vvial : 21  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125103.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.234 19 25 31 rVB 1253466 1567943 36.49% 4.590%
2 2.587 79 85 90 rVB 33854 62432 1.45% 0.183%
3 5.145 509 520 528 rBV 125849 169165 3.94%  0.495%
4 5.534 581 586 590 rBV 3599258 3779477 87.96% 11.064%
5 6.539 751 757 760 rBV 3359499 3875229 90.18% 11.344%

6 6.922 818 822 825 rBV 1259766 1114675 25.94% 3

7 7.481 912 917 920 rBV 2774606 2531800 58.92% 7

8 8.098 1018 1022 1025 rBV 934888 704263 16.39%  2.062%

9 8.198 1035 1039 1043 rBV 1629703 1477890 34.39% 4
9.280 1217 1223 1226 rBV 4263440 4297004 100.00% 12.

11 9.957 1334 1338 1341 rBV 1996199 1646213 38.31% 4
12 10.745 1467 1472 1475 rBV 3040380 2751742 64.04% 8
13 11.445 1587 1591 1594 rBV 2046986 1672743 38.93% 4.897%
14 11.969 1674 1680 1692 rBV 725085 802090 18.67% 2
15 12.657 1794 1797 1803 rBV 80701 88026 2.05% ©

16 12.751 1809 1813 1821 rBV 560642 552922 12.87% 1.619%
17 12.880 1832 1835 1838 rBV 68128 61361 1.43% ©.180%
18 13.033 1856 1861 1864 rBV 4636455 4204582 97.85% 12.308%
19 13.927 2009 2013 2030 rBV 216958 398655 9.28% 1.167%
20 14.080 2035 2039 2042 rBV 1254431 1157546 26.94%  3.389%

21 14.551 2116 2119 2120 rBV 53542 47978 1.12% ©
22 15.215 2228 2232 2236 rBV 84223 100682 2.34% o
23 15.580 2288 2294 2297 rBV 692854 890159 20.72%  2.606%
24 15.609 2297 2299 2306 rVB2 42767 51555 1.20% ©
0

25 16.068 2371 2377 2382 rBV 72171 104639 2.44% 306%
26 17.215 2565 2572 2577 rBvV4 22205 50241 1.17% 0.147%
Sum of corrected areas: 34161012
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Aug 2021 23:32
: M3449-13

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
BF125103.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF125103.D\data.ms
4000000
5.534
6.539
3000000 7.481
2000000
2.234 6.922
1000000
0 2,587 5145
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF125103.D\data.ms
9.280 13.033
4000000
10.745
3000000
11.445
2000000 9.957
8.198
8.09
1000000 11.969
12.751
L~; 12.65 ZSSJ
0 — — — —— . T o == I e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF125103.D\data.ms
4000000
3000000
2000000
14.080
1
000000 15.580
13.927 14551 15215 15609  16.068 17.215
0 T ‘ T T ‘ T T ‘ﬂ\\ T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
8270-BF081821.M Thu Aug 19 11:38:44 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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.
2.234  28.13 ng 1567940 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 25 (2.234 min): BF125103.D\data.ms (-19) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
T
‘ J 881 220 240 260
Ol ooy il 580 1L 881wz 43.e0 46.75%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U L L
43.0 220 240 260
‘ m/z 54.95 34.63%
27,0 ggo
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
T
220 240 2.60
5000 55.0 m/z 87.10 24.33%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- T
73.0 220 240 2.60
m/z 40.95 14.64%
5000
43.0
B e e Mmoo o =
m/z--> 0 20 40 60 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.145 3.04 ng 169165 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 520 (5.145 min): BF125103.D\data.ms (-509) (-) m/z 43.00 100.00%
3.0
5000 59.0
R e RmmaRRE R o
830 10‘1-0 4.80 5.00 5.20 5.40
0 e el b m/z 59.00 51.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L N B LA BN R I
590 4.80 5.00 5.20 5.40
m/z 58.00 15.57%
O\\\’\\\\‘\\1‘?3“\.(\)\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\’\\\]-\0‘]\“\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
e AMRmaES S
4.80 5.00 5.20 5.40
5000 m/z 101.00 13.81%
43.0 101.0
N2 R A O - M N R
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime e RARmEES S
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.49%
5000
101.0
ol 130 310 | °80 200 860
R e RARLEREA s S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32

Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.098 9.53 ng 704263 Naphthalene-d8 8.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-butoxyethoxy)-
2 Ethanol, 1-(2-butoxyethoxy)-

162 C8H1803
162 C8H1803

3 Ethylene glycol monoisobutyl ether 118 C6H1402

4 2-Propanol, 1-butoxy-
5 Ethanol, 2-[2-(2-methylpropoxy)e...

132 C7H1602
162 C8H1803

Abundance Scan 1022 (8.098 min): BF125103.D\data.ms (-1018) (-)
57.0

000112-34-5 90
054446-78-5 78
004439-24-1 59
005131-66-8 59
018912-80-6 56

m/z 57.00 100.00%

5000 m
750 R R ABARRmEEE
7.80 8.00 8.20 8.40
39 Lo 200 131a
Oyl el S m/z 45.80  96.96%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00  33.47%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \]-10}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R R
7.80 8.00 8.20 8.40
5000 m/z 56.00  16.53%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ - 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether R ABAARNRRREEEEE
57.0 7.80 8.00 8.20 8.40
m/z 75.00 15.61%
5000
29.0 75.0
0 e — SRR | GE—
m/z--> 20 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32

Operator : JU/CG

Sample : M3449-13

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: 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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.969 9.59 ng 802090  Phenanthrene-die 11.445
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 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 1680 (11.969 min): BF125103.D\data.ms (-1674) (- m/z 60.00 100.00%
60.0
5000
129.1 ﬂ\‘
213.2 L B
‘ 1711 ‘ 256.1 _ 12.00
- by LV L L T 88 43000 99.44%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 T
129.0 12.00
33.0 213.0 m/z 73.00 99.19%
171.0 ‘
0! \w}‘ﬂ‘\‘\m} ‘w\““ “‘ “‘u\‘ . L‘ ' “‘ e A BA
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
=
12.00
5000 129.0 m/Z 57 .00 84.22%
29.
199.0 2420
o= “\‘ “H‘h\“ M\‘u} ““ “ “ ;“ L — “\‘ T
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid =
73.0 12.00
m/z 55.00 81.87%
5000 129.0
29. 171.0
WU
1 S
m/z--> 50 100 150 200 250 300 12.00

8270-BF081821.M Thu Aug
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 5

R.T. EstConc Area Relative to ISTD R.T.
12.751 6.61 ng 552922  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid

2 Tetradecanoic acid
3 Undecanoic acid

4 n-Hexadecanoic acid
5 n-Decanoic acid

284 C18H3602
228 C14H2802
186 C11H2202
256 C16H3202
172 C1eH2002

Abundance Scan 1813 (12.751 min): BF125103.D\data.ms (-1809) (-]

000057-11-4 99
000544-63-8 83
000112-37-8 81
000057-10-3 74
000334-48-5 62

m/z 42.95 100.00%

43.0 73.0
5000
129.0
185.1
| ‘ ‘ 24‘1-2 284.1 12.50 13.00
ol——HL, lidhs g b LT w2 se.95 87.02%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
J
5000 T T T
129.0 1250 1300
' 284.C m/z 73.00 86.13%
M ‘ 1850 2410
01‘2-0“\‘ w‘u‘w H Al u‘h‘h M‘\} N . Ll \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid
73.0
e =
43.0 12.50 13.00
5000 m/z 59.95 85.49%
129.0
185.0 228.0
0 : “‘ \“d‘u‘u‘ ‘HM“ ‘\‘H‘L ;ML‘ il L ] “\‘ —— ‘\‘ ————
m/z--> 50 100 150 200 250
Abundance #60689: Undecanoic acid T T
60.0 12.50 13.00
m/z 55.00 75.87%
5000
29.0 129.0
186.0
0 ““ U\ M\‘ u‘l‘ M‘FH‘ " ‘H\“ “‘\‘ . “‘ T
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\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Heptafluorobutyric acid, he... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.927 6.89 ng 398655 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 93
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90

Abundance Scan 2013 (13.927 min): BF125103.D\data.ms (-2009) (- m/z 57.00 100.00%
57.0
5000 ANL
111.1 ]
14.00
230.1
orddbdl M e m/Z 43.00 76.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
111.0 14.00
m/z 54.95 69.10%
1690
O‘\\“\‘\l“\\\\[11‘\!“}“\\\\‘\2\4\’\0‘\\\\‘\\\\‘\\\\4‘.\2\0\\0‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
—
14.00
5000 m/z 83.05 57.35%
111.0
L e
oty P00
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341707: Hexacosyl pentafluoropropionate —
57.0 14.00
m/z 69.00 49.67%
5000
111.0
N H\ [167:0222.0278.0 _ 364.0 510.(
“H“H“_“"‘H“H“H“_“w“u“u“u“_‘ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.215 2.26 ng 100682 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2232 (15.215 min): BF125103.D\data.ms (-2228) (1 m/z 57.00 100.00%
57.0

> WNJkNJpMWAﬂ\WWWNJkN
9.1 15.00 15.50
ol w“ ““ L “‘ pitloiest 2680 m/z 71.60  56.24%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 et oty
15.00 15.50
m/z 42.95 54.76%
0 \‘ \L ‘ H\ I H‘ | %4?-\018\3022502680
\\\‘ \\‘\\\\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.05 42.02%
9.0
oL \M‘H 1 141.0183.0225.0 281.0 337.0 394.
— L B e e e e R
m/z--> 50 100 150 200 250 300 350 ﬁqﬁﬂwm NJXW
Abundance #307033: Octacosane, 2-methyl- : fVV e
57.0 15.00 15.50
m/z 55.00 20.78%
5000
9.0
oLy “\ H‘\ | |141-0183.0225. 0267.0309.0 3650
i ““““““““‘ s mE P o
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.068 2.35 ng 104639 Perylene-di2 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 2377 (16.068 min): BF125103.D\data.ms (-2371) (- m/z 57.00 100.00%

57.0
5000
9.0 T T I
16.00
169.1 266.9
ol ‘H‘ ! “hu““ b i 202079 2999 m/z 70.95 51.93%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 W ‘
16.00
m/z 43.00 46.52%
0 “\ | ‘\ ; 1‘410183022502670 323.0 380.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
—— ‘
16.00
5000 ITI/Z 85.00 38.29%
9.0 155.0 225.0
ol Ly e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0 16.00
m/z 55.00 20.87%
- W
| \‘ 14101830  254.0
0‘uu“‘uhw"Md‘u“““““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125103.D

Acqg On : 18 Aug 2021 23:32
Operator : JU/CG

Sample : M3449-13

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.234 28.1 ng 1567940 1 6.922 1114680 20.0
2-Pentanone, 4-... 5.145 3.0 ng 169165 1 6.922 1114680 20.0
Ethanol, 2-(2-b... 8.098 9.5 ng 704263 2 8.198 1477890 20.0
n-Hexadecanoic ... 11.969 9.6 ng 802090 4 11.445 1672740 20.0
Octadecanoic acid 12.751 6.6 ng 552922 4 11.445 1672740 20.0
Heptafluorobuty... 13.927 6.9 ng 398655 5 14.080 1157550 20.0
Nonadecane 15.215 2.3 ng 100682 6 15.580 890159 20.0
Heptacosane 16.068 2.4 ng 104639 6 15.580 890159 20.0
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