LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 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-BF092421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125689.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 8 15 21 rBV 4350160 5991602 89.68% 13.602%
2 5.498 576 580 584 rBV 3122594 2995401 44.83% 6.800%
3 6.498 746 750 756 rBV 2216324 1930449 28.89% 4.383%
4 6.88 812 816 819 rBV 1530397 1169265 17.50% 2.654%
5 7.445 906 911 914 rBV 3839281 3630091 54.33% 8.241%

6 8.063 1013 1016 1030 rBV 198406 205261 3.07% 0.466%
7 8.169 1030 1034 1037 rBV 1953499 1632155 24.43%  3.705%
8 9.245 1212 1217 1220 rBV 7478428 6681458 100.00% 15.168%
9 9.921 1328 1332 1335 rBV 2304676 1784045 26.70%

10 10.327 1397 1401 1407 rVB 186280 218685 3.27%

[
H O
O U
[
R R

11 10.710 1461 1466 1469 rBV 4354059 3919330 58.66%
12 10.798 1476 1481 1490 rBvV2 163335 198447 2.97%
13 11.404 1580 1584 1588 rBV 1993034 1706410 25.54%
14 11.927 1667 1673 1688 rBV2 564953 710713 10.64%
15 12.715 1802 1807 1817 rBV 211544 275481  4.12%

ORr Wo®
00
N
N
3R

16 12.992 1849 1854 1857 rBV 6367709 5957167 89.16% 13.
17 13.262 1884 1900 1910 rBv4 62116 299135 .48%
18 13.892 2001 2007 2008 rBV2 148940 182814 .74%
19 14.039 2025 2032 2053 rBV 1468098 1771962 26.52%
20 14.439 2094 2100 2110 rBV3 104227 304637 4.56%
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O hOOW

»
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21 14.698 2137 2144 2154 rVB1O0 40903 130524 1.95% 0.296%

22 14.862 2167 2172 2184 rVB3 96889 237396 3.55% ©0.539%
23 15.345 2246 2254 2268 rVB4 74411 258910 3.88% ©.588%
24 15.515 2277 2283 2288 rBV 869161 1106886 16.57% 2.513%
25 16.409 2428 2435 2450 rVB3 46111 152459 2.28% ©.346%

26 17.386 2592 2601 2618 rVB5 151797 598165 8.95% 1.358%

Sum of corrected areas: 44048848
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF125689.D\data.ms
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7000000

6000000
5000000
4000000
3000000

2000000
14.039

1000000 15.515

13.892 14.43914.604.862 15.345 16.409 17.386
O 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 ‘ 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-BF092421.M Wed Sep 29 11:23:52 2021 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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.
2.175 102.49 ng 5991600 1,4-Dichlorobenzene-d4 6.886
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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 15 (2.175 min): BF125689.D\data.ms (-8) (-) m/z 73.05 100.00%
73.0
5000
43.0
87.1
e
01 2.202.302.402.502.60
Ol b ) 100911401200 43 05 33.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T [T [T T T[T T T[T T 1T
430 2.202.302.402.502.60
87.0 m/z 87.10 25.97%
29.0
0 | bo
O\\‘\H\‘\H\‘Hf\‘\\f\‘\\\\‘\\\\‘HH‘H\\‘\H\‘\H\‘\H\‘HH
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
2.202.302.402.502.60
5000 41.0 550 m/z 55.05 25.26%
27.0
0 I ‘ 112.0 129.0
H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994: Pentane, 3-methoxy- T
73.0 2.202.302.402.502.60
m/z 71.05 11.45%
5000
45.0
29.0
Ol 990 govo
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 10
R.T. EstConc Area Relative to ISTD R.T.
8.063 2.52 ng 205261 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53

Abundance Scan 1016 (8.063 min): BF125689.D\data.ms (-1013) (-) m/z 57.05 100.00%
5

1.0
5000
59 7.808.008.208.40
39 ‘ 101.1 .80 8.00 8.20 8.
0 ‘uﬁ Mu i J‘;“ e BEL L m/z 45.00  93.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 LB U N R B R
29.0 7.80 8.00 8.20 8.40
750 m/z 41.80  33.14%
Ot T \‘H“\‘\“‘H‘\ \MH\ \‘1“\“ \“\‘ \1\0}9\0\ T \1\3\2\0‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
R aasEE e
7.80 8.00 8.20 8.40
5000 m/z 75.00 20.17%
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 A RaRa M, e
57.0 7.80 8.00 8.20 8.40
m/z 56.00 15.87%
5000
29.0 75.0
0 woo
m/z--> 20 40 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\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 2(3H)-Benzothiazolone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.798 2.33 ng 198447  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 96
2 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 64
3 t-Butylhydroquinone 166 C10H1402 001948-33-0 50
4 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 49
5 4-Methoxyformanilide 151 C8H9NO2 005470-34-8 43

Abundance Scan 1481 (10.798 min): BF125689.D\data.ms (-1476) (-  m/z 151.00 100.00%

151.0
96.0
5000
45.0 10 50 11 00
ol ‘MJWWWW‘Mquu‘ 383 /2 96.00 72.26%
m/z--> 50 100 150 200 250 300
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
5000
1050 1100
m/z 123.00 7.86%
45.0
O\\\‘H\“”“‘h”"h\\h\\h\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #28649: Thieno[3,2-b]pyridin-7-ol
151.0
1050 1100
5000 m Z 69.00 %
450 ‘ ‘
m/z--> 50 100 150 200 250 300
Abundance #41102: t-Butylhydroquinone
151.0 10 50 11 00
m/z 122.00 10.78%
5000
41.0 77.0 [\
PN < 8 N NI 0| BYYY
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.927 8.33 ng 710713  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 86

Abundance Scan 1673 (11.927 min): BF125689.D\data.ms (-1667) (1 m/z 73.00 100.00%

73.0
43.0
5000 129.1
T
12.00
0 m/z 59.95 80.70%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T T
213.0 12.00
‘ 157.0185.0 m/z 43.05 79.35%
O
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T
12.00
5000 129.0 ITI/Z 57.05 67.16%
199.0
L | e T
omsol AR A LT L L
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #92068: Tridecanoic acid —
430 73.0 12.00
' m/z 55.05 61.40%
5000
129.0
H ‘ 171.0 214.0
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©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 8
R.T. EstConc Area Relative to ISTD R.T.
12.715 3.23 ng 275481  Phenanthrene-die 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1807 (12 715 min): BF125689.D\data.ms (-1802) (1 m/z 73.00 100.00%
73.0
431
5000 129.0
185.1 241.2 ; B T
‘ 284.: 12.50 13.00
0! Mwﬂwwww‘w‘u \uM”“‘H‘ ﬂ‘ m/z 43.10 82.17%
miz-> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. —— e
185.0 241.0 12.50 13.00
‘ m/z 60.00 75.11%
ol— “ M‘H H I ”“H‘H‘\‘\‘ Hh“m}‘““ ‘H\‘\\l ur\‘ | I, “\ e “ - “ ‘\ ‘\‘ . “‘
miz--> 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
= —
12.50 13.00
5000 129.0 m/z 57.05 73.08%
‘ 199.0 2420
oL H‘H‘n ll HHM“H H\h‘\‘ il ‘\“1‘61-0;\‘ \i . ‘\“ .
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.05 66.49%
5000 129.0
7.0 1710 2130 256.0
o) M— ‘M‘H‘H U!‘ Al ‘\ Hh”\ u‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ - —— —r—
m/z--> 50 100 50 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.262 3.38 ng 299135 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 1900 (13.262 min): BF125689.D\data.ms (-1884) (- m/z 57.05 100.00%

57.0
5000

T3 . 1300 1350
281.0 360.1 : :
kw‘ }hWNmMMWu‘,H“,“‘W““, e m/z 71.10 71.69%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298426: Octacosane
57.0

5000 - -
13.00 13.50

m/z 43.05 51.54%

“ yll \H \ h J l‘ ‘ | \0 I 2\25 0 281 0 337 0 394 0
T ‘ T T ‘ T 1T ’ LU ’ T 1T ’ T TT ’ T TT ’ T TT ’ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0

o

o

13.00 13.50
5000 m/z 85.05  50.00%
13.0 239.0
ol LT 1090 2P0 5040 3500
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- — T
57.0 13.00 13.50
m/z 99.05 21.27%
5000 A
169.0
ol LU0 20 g0 ssio v |
m/z--> 50 100 150 200 250 300 350 400 450 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 1-Hexacosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.892 2.06 ng 182814 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 2007 (13.892 min): BF125689.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0

5000
149.0

— T

| e E

oLb— h\; \‘ dh pll ‘i‘m‘m‘ ‘u ‘ \‘ “ R ‘2‘8‘0"9‘ e 83.10 85.05%
100

m/z--> 50 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970

5000
13 50 14 00
55.05 81.79%

ol L1 1810 2380 2020 364
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

97.0
13 50 14 00
5000 43.05 74.07%
0 9180.0 209 280 MW¢MANWMJKM/MWAWwv
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
55.0 970 13 50 1400

97.05  69.55%

h —N\‘J\‘/\/\
OLSd‘ ‘\ | H\ \‘ { i ’ 182 0 224.0 266.0

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©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 Octacosane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.439 3.44 ng 304637 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 87
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87

Abundance Scan 2100 (14.439 min): BF125689.D\data.ms (-2094) (-  m/z 57.10 100.00%
57.1

.

5000
41.1 14.50
211.0
o‘w‘_ijlthw‘\w,mﬁ?%‘quwHH‘HHw‘_m_wm m/z 71.65 72.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 LA
14.50
m/z 85.05 55.09%
ol i }l 197.0267.0 3650
‘\HY‘\!F! 1\\Y‘H\\’\\H‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
——
14.50
5000 ITI/Z 43.05 53.73%

|| 17701970  300.0379.0

L

O 'l A e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #347241: Tetratetracontane T
57.0 14.50
m/z 55.05  25.42%
- M/\”WMM\
0 \HH 27-0197.0267.0337.0407.0 491.0562.0
[ e e e T T T T e T T T ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 9 unknownl4.862 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.862 4.29 ng 237396 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 1,2,3,4-tetrahydro-2,... 189 C13H19N 1000308-78-8 47
2 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 38
3 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 38
4 1-Ethyl-N-[4-(piperidin-1-yl)ben... 286 C15H22N6 1010482-38-1 38
5 Quinazoline, 4-ethyl-, 3-oxide 174 C10H16N20 037920-74-4 38
Abundance Scan 2172 (14.862 min): BF125689.D\data.ms (-2167) (1 m/z 174.10 100.00%
174.1
5000
43.1 91.0 410.: — Ry
‘ ’ %33.9‘ ‘ 227.1269.1 268.3 ‘ 14.50 15.00
ok “\h’\‘\h‘ uh‘u"\“h \“‘L“\‘\h\; H\M\\\‘H‘\H\\u‘u MM ‘h‘h\‘\hh‘u \‘\ ! N‘ | - ‘} e - ‘ ‘\ . m/z 161.00 37.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63903: Quinoline, 1,2,3,4-tetrahydro-2,2,4,8-tetramethyl
174.0
o0 AT
14.50 15.00
132 m/z 187.00  26.05%
79.0 ‘ f H
O~ T \“\“‘\“\“““‘\M‘i “U“\M“‘M \‘ T ‘1 L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0
TN VY TS
14.50 15.00
5000 131.0 m/z 159.00  25.88%
77.0
ob- ‘,“““u““\““U“‘“‘w 8
miz--> 50 100 150 200 250 300 350 400
Abundance #49134: 1-Methyl-2-cyclohexylbenzene
131.0174.0 14.50 15.00
m/z 175.05 21.72%
5000
82.
ST | U | (WA 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©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 10 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.345 4.68 ng 258910 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2254 (15.345 min): BF125689.D\data.ms (-2246) (-, m/z 57.05 100.00%

57.0 ' '
5000
lQOd iSEd
0 m‘wh ‘ww““\“w 089 2830 e Wz 71.85  77.77%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 - —
15.00 15.50
m/z 85.05 59.70%
) \ |]] | | |169.0 2250 282.0
O\‘\l\“\“\\‘\“\“\\{““\‘%\‘\’\\\\’\\\‘\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
P P
15.00 15.50
5000 ITI/Z 43.05 54.45%
L JH\\M‘S?P‘Z‘ZSO 2050 3510 4491
A I e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 15.00 15.50
m/z 55.10 22.60%
5000
ol LT 2090 250 om0 des0
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 11 Dotriacontane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.409 2.75 ng 152459 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2435 (16.409 min): BF125689.D\data.ms (-2428) (- m/z 57.05 100.00%

57.0 ' '
5000
—
‘ ‘ 266.9 16.50
0 HH“W‘U‘J‘IM‘ b LM‘W e m/z 71.05  66.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 T
16.50
m/z 85.10 50.95%
oLl ‘ ‘ \\ J 10902250 2950 3510 449
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
—
16.50
5000 m/z 43.05 33.09%
ol L LT 2690 2250 om0 350
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262011: Pentacosane 7
57.0 16.50
m/z 55.00 21.16%
5000
0 \H \\“.\16?\0\22502810 352.0
“ R B R e R —
m/z--> 50 100 150 200 250 300 350 400 450 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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 12 Methyl 3beta-acetoxylup-20(... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.386 10.81 ng 598165 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 3beta-acetoxylup-20(29)-e... 512 C33H5204 004356-30-3 90
2 Methyl (S)-5-((1S,2R,4aR,8aR)-5-... 358 C22H3803 1010495-83-9 45
3 Silane, (4-bromo-3-buten-1-ynyl)... 202 C7H11BrSi 107646-62-8 43
4 2-(Hydroxymethyl)-2,4-dimethyl-4... 260 C15H1604 1005254-37-4 38
5 2-Naphthalenemethanol, 1,2,3,4,4... 222 C15H260 001209-71-8 38
Abundance Scan 2601 (17.386 min): BF125689.D\data.ms (-2592) (1  m/z 189.05 100.00%
189.1
43.0
5000 107.1
262.1
452.2 17. 00 17 50
0] m/z 43.00 61.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339893: Methyl 3beta-acetoxylup-20(29)-en-28-oate
189.0
5000 262.0 — e
430 119.0 17.00 17.50
m/z 190.05 43.47%
i
O LI “\ \’\‘ “J \‘“‘ 1\ \‘ \”\m‘ J\h“\‘H\‘ ‘\\u“\ J\L‘\”“T‘ \l\ \31-\6\ \O\‘ \\3\9\13‘ \()\ \‘\ ‘h\ T \\5‘]-\2\(\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #259883: Methyl (S)-5-((1S,2R,4aR,8aR)-5-(methoxymet
189.0
17. 00 17 50
5000 m/z 175.0 39.61%
105.0
H ‘ 318.0
TV Y Ly
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #78206: Silane, (4-bromo-3-buten-1-ynyl)trimethyl-, (E)- ‘ ‘ ik WM
189.0 17. 00 17.50
m/z 107.05 39.37%
5000
107.0 H H
0 T — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92821\
Data File : BF125689.D

Acqg On : 28 Sep 2021 15:20
Operator : JU/CG

Sample : M3953-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.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... 2.175 102.5 ng 5991600 1 6.886 1169270 20.0
Ethanol, 2-(2-b... 8.063 2.5 ng 205261 2 8.169 1632160 20.0
2(3H)-Benzothia... 10.798 2.3 ng 198447 4 11.404 1706410 20.0
n-Hexadecanoic ... 11.927 8.3 ng 710713 4 11.404 1706410 20.0
Octadecanoic acid 12.715 3.2 ng 275481 4 11.404 1706410 20.0
Octacosane 13.262 3.4 ng 299135 5 14.039 1771960 20.0
1-Hexacosene 13.892 2.1 ng 182814 5 14.039 1771960 20.0
Octacosane, 2-m... 14.439 3.4 ng 304637 5 14.039 1771960 20.0
unknownl14.862 14.862 4.3 ng 237396 6 15.515 1106890 20.0
Eicosane 15.345 4.7 ng 258910 6 15.515 1106890 20.0
Dotriacontane, ... 16.409 2.8 ng 152459 6 15.515 1106890 20.0
Methyl 3beta-ac... 17.386 10.8 ng 598165 6 15.515 1106890 20.0
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