LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@©32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57

Operator : JU/CG

Sample : M1779-02

Misc

ALS Vvial : 29 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

tion: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF032321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123424.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.269 24 31 43 rVB 1195484 1485744 22.35% 3.339%
2 2.375 45 49 55 rBvV 217173 280299 4.22% 0.630%
3 5.151 517 521 528 rVB 245825 294722 4.43% 0.662%
4 5.540 581 587 590 rBV 5177260 5585794 84.03% 12.555%
5 6.534 750 756 759 rBV 5181856 5903433 88.80% 13.269%
6 6.916 817 821 824 rBV 1682725 1517300 22.82% 3.410%
7 7.475 910 916 919 rBV 3797015 3851612 57.94% 8.657%
8 8.198 1034 1039 1042 rBV 2313095 2007010 30.19% 4.511%
9 9.280 1217 1223 1226 rBV 6454277 6647702 100.00% 14.941%
10 9.669 1285 1289 1293 rBV 179561 150472 2.26% 0.338%
11  9.957 1333 1338 1342 rBV 2636986 2238307 33.67% 5.031%
12 10.745 1468 1472 1476 rBV 3761774 3338308 50.22% 7.503%
13 11.451 1588 1592 1595 rBV 2184525 1993769 29.99% 4.481%
14 11.974 1677 1681 1692 rBV 242102 234871 3.53% 0.528%
15 12.433 1756 1759 1763 rVB 82751 76455 1.15% 0.172%
16 12.716 1800 1807 1812 rBV2 67547 121901 1.83% 0.274%
17 12.763 1812 1815 1823 rVB2 86703 95010 1.43% 0.214%
18 13.045 1858 1863 1866 rBV 5291815 5039461 75.81% 11.327%
19 13.951 2013 2017 2029 rBV 577911 712839 10.72% 1.602%
20 14.098 2038 2042 2045 rBV 1155461 1054529 15.86% 2.370%
21 14.433 2094 2099 2102 rBV3 50638 81350 1.22% ©0.183%
22 14.539 2109 2117 2119 rBV6 36901 84058 1.26% 0.189%
23 14.574 2119 2123 2125 rBV2 97437 121843 1.83% 0.274%
24 14.739 2147 2151 2159 rBV 170155 269126 4.05% 0.605%
25 15.604 2292 2298 2303 rBV 919835 1156897 17.40% 2.600%
26 16.180 2391 2396 2402 rBv4 70955 149179 2.24% 0.335%

Sum of corrected areas: 44491991
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Mar 2021 5:57

: M1779-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032321\
BF123424.D

Ju/CaG

: 29  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF123424.D\data.ms

5.540 6.534

7.475

6.916
2.269

.375 5.151

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

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
TIC: BF123424.D\data.ms
9.280

13.045

10.745

9.957
8.198 11.451

9.669 11.974
A

0

Time-->

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

| 12.433122763 L
. T T o . T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF123424.D\data.ms

14.098
13.951]

15.604

Time-->

8270-BF032321

14 1igg3HA 739 / 16.180
‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T

T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
2.269 19.58 ng 1485740 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83

2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43

3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance  Scan 31 (2.269 min): BF123424.D\data.ms (-24) (-) m/z 73.05 100.00%

73.0
5000 430 A
871 \‘\\\\‘\\\\‘\\\\
‘ ‘ 91 220 240 2.60
Oberepreererrerbll b2 L m/z 43.05  50.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B L B
220 240 260
43.0 -
87.0 m/z 55.05 34.28%
\ \‘ 90 If
O \H‘HH‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0
T
220 240 260
5000 m/z 87.10 25.34%
55.0
27.0 41lo0
o220 L LI 4L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol Tt
73.0 220 240 260
87.0 m/z 41.05 16.53%
5000 41.0 55.0
27.0
0 1], ‘ 112.0 129.0
“““,“‘,“ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57

Operator Ju/caG

Sample : M1779-02

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
2.375 3.69 ng 280299 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 33
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 28
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
5 E-1-Methoxy-3-hexene 114 C7H140 121441-40-5 9
Abundance  Scan 49 (2.375 min): BF123424.D\data.ms (-45) (-) m/z 75.10 100.00%
75.1
45.1
5000
e
103.2 220 240 260 2.80
Obrrrrrerprrrerrrbb el 2032 wyz 73.10 73.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
2
5000 90 450 LI AL AL LI AL L B
220 240 2.60 2.80
‘ m/z 45.10 58.46%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4925: Aminoacetaldehyde dimethyl acetal
75.0
R e
220 240 260 2.80
5000 m/z 41.10 42.61%
30.0 47.0
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15028: Acetic acid, dimethoxy-, methyl ester e R e
75.0 220 240 260 2.80
m/z 47.10 29.06%
5000
47.0
15.0 31.0
103.0
o | 330
e e e e e e e e e R T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.151 3.88 ng 294722  1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 521 (5.151 min): BF123424.D\data.ms (-517) (-) m/z 43.00 100.00%
43.0
59.0
5000
e R ey
6.0 1011 4.80 5.00 5.20 5.40
Otrrrrrrrrprerr bbbl o e e M/Z 59.05  53.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L LN B R B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 16.31%
O \\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A EEmERRE S
4.80 5.00 5.20 5.40
5000 m/z 101.10 14.27%
41.0
29.0 101.0
0o il 730 860 L
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl- e R RamEs R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.05%
5000 41.0
29.
‘ ‘ 87.0
oo Wl ome
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\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7

R.T. EstConc Area Relative to ISTD R.T.
11.974  2.36ng 234871  Phenanthrene-die 11.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87

2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1681 (11.

974 min): BF123424.D\data.ms (-1677) (-,

43.05 100.00%

43.0 ,73.0
5000
129.1
213.2
‘ ‘ 171.1 ‘ 256.2 1200
y— ) “‘m\“ H‘:MmmHH‘WMW‘www”‘_ m/z 72.95 93.06%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000
1200
129.0 "1 256.0 m/z 59.95 92.36%
L L 2359, | 157018507 |
O\H‘HH‘\HH\M\u\\‘HH\‘H“H‘”\‘HH‘HH“H‘H‘\‘\H‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
e
12.00
5000 129.0 ITI/Z 57.05 83.45%
199.0
L e
NI i A P
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid T
73.0 12.00
m/z 55.10 80.12%
43.0
5000
129.0
1710 2140
101.0
01‘0(ﬁ -
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.951 13.52 ng 712839 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2017 (13.951 min): BF123424.D\data.ms (-2013) (- m/z 57.05 100.00%
57.0

5000
111
s
“ ], 1671 2483 1400
om“J Wi 300t 2483 . m/z 43.10 89.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
5000 LN
11.0 14.00
m/z 55.05 83.67%
O\“\“‘ H ‘J “]TS“\\\\‘\\2:\3\8‘0\2\8\3\0’\3\3\4\‘0\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
T
14.00
5000 11.0 ITI/Z 83.05 63.81%
il R B A I e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester P
57.0 14.00
m/z 97.05 57.72%
169.
224,
oLHALLL] \w\wH“"“‘?‘259-‘0‘,‘H‘_mﬁ?@-“ I
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.574 2.31 ng 121843 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Tetracosane 338 (C24H50 000646-31-1 83
3 Heptadecane 240 C17H36 000629-78-7 72
4 Docosane 310 C22H46 000629-97-0 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 2123 (14.574 min): BF123424.D\data.ms (-2119) (-} m/z 57.10 100.00%
57.1

=

5000
14.50 |
7.1 207.0 397.2 :
o"Hw_hmﬁﬁMwwmwwmuEgﬁﬁ‘u‘Huuu‘wsu‘_u‘_‘u‘u‘ m/z 43.05 66.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 — ‘
14.50
m/z 71.05 61.31%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘HH‘H\\‘H\!]W\\T[HT\‘TFH}HH‘HH‘\H\‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane
57.0
T
14.50
5000 ITI/Z 85.10 49,55%
27.0
o M g0 w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane 7 ‘
57.0 14.50
m/z 55.05 26.60%
o MN\/\M/\A
27.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

8270-BF032321.M Wed Mar 24 16:44:08 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Eicosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.739 5.10 ng 269126 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetratetracontane 619 C44H99 007098-22-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2151 (14.739 min): BF123424.D\data.ms (-2147) (-] m/z 57.05 100.00%
57.0

%

5000
14.50 15.00
169.2 281.1
0 m‘u- ““ " g 220 SR 898l m/z 43.05  59.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 — —
14.50 15.00
m/z 71.10 58.54%
O \‘\\‘ H‘\”‘\JA‘ \“\‘\ \“1‘\6\9\()\ ‘2\2\5\9‘ \2\8\2\0‘\\\\‘\\\\‘\\\\

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

%

Abundance #194493: Hexacosane
57.0
14.50 15.00
5000 ITI/Z 85.05 43.50%
ol LLLLITT? 1090 2250 2050 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane T —
57.0 14.50 15.00
m/z 55.10 25.14%
- MM
0 uh\ ‘h :h h‘ L \6? \0 i 2\2\5 0 309.0 365.0 437.1
e e e e e T — —
m/z--> 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\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heptacosyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.180 2.58 ng 149179 Perylene-di2 15.604
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 76
2 n-Tetracosanol-1 354 C24H500 000506-51-4 76
3 Triacontyl acetate 480 C32H6402 041755-58-2 76
4 1-Heptacosanol 396 C27H560 002004-39-9 76
5 Octacosanol 410 C28H580 000557-61-9 76

Abundance Scan 2396 (16.180 min): BF123424.D\data.ms (-2391) (- m/z 57.05 100.00%
57.0

111.1
e o
{ ‘ se5o 3550 16.00 16.50
0 Hm‘m“l“h“ W‘w‘ww ‘ “"‘_ulu_HJHHH_HWHH m/z 43.05  79.90%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate
43.0
97.0
5000 — —
16.00 16.50
m/z 83.05 66.30%
ol ‘ \M‘ 153 209026403200 378.0 438.0
\\\‘\f\\\\\\\\\\\\ T T \\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57
e o
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01670222-0308-0 W\WM
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate — —
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97.0 m/z 97.05 61.49%
5000
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%

8270-BF032321.M Wed Mar 24 16:44:12 2021 Page: 10



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32321\
Data File : BF123424.D

Acqg On : 24 Mar 2021 5:57
Operator : JU/CG

Sample : M1779-02

Misc :

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©32321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.269 19.6 ng 1485740 1 6.916 1517300 20.0
Propane, 1,1-di... 2.375 3.7 ng 280299 1 6.916 1517300 20.0
2-Pentanone, 4-... 5.151 3.9 ng 294722 1 6.916 1517300 20.0
n-Hexadecanoic ... 11.974 2.4 ng 234871 4 11.451 1993770 20.0
Heptadecyl trif... 13.951 13.5 ng 712839 5 14.098 1054530 20.0
Tetratetracontane 14.574 2.3 ng 121843 5 14.098 1054530 20.0
Eicosane 14.739 5.1 ng 269126 5 14.098 1054530 20.0
Heptacosyl acetate 16.180 2.6 ng 149179 6 15.604 1156900 20.0
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