LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc :

ALS Vvial : 18 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: BF125316.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.181 10 16 25 rVB 1017431 1314847 29.02% 4.179%
2 5.528 580 585 589 rBV 3980911 4093329 90.33% 13.010%
3 6.540 752 757 760 rBV 3974203 4085656 90.16% 12.986%
4 6.910 816 820 823 rBV 1212572 1071550 23.65% 3.406%
5 7.475 911 916 919 rBV 2671911 2677724 59.09% 8.511%

6 8.092 1017 1021 1032 rBV 250507 448273 9.89% 1.425%
7 8.192 1034 1038 1041 rBV 1755800 1412425 31.17% 4.489%
8 9.269 1217 1221 1224 rBV 5430424 4531560 100.00% 14.403%
9 9

9

.375 1236 1239 1249 rVB 119025 137744  3.04%  0.438%
10 .951 1333 1337 1340 rBV 1686920 1549016 34.18% 4.923%
11 10.739 1467 1471 1474 rBV 2839282 2421110 53.43%  7.695%
12 11.439 1586 1590 1593 rBV 1496374 1314846 29.02% 4.179%
13 11.822 1652 1655 1657 rBV 74452 59311 1.31% 0.189%
14 11.951 1674 1677 1686 rBV3 151435 186187 4.11% ©.592%
15 12.527 1770 1775 1778 rBV2 202853 200720 4.43% ©0.638%
16 12.616 1787 1790 1794 rVB2 70056 76679 1.69% 0.244%
17 12.739 1808 1811 1815 rBV4 50227 81007 1.79% ©.257%
18 13.021 1855 1859 1863 rBV 3843382 3596616 79.37% 11.432%
19 13.204 1888 1890 1894 rBV4 52371 53413 1.18% ©0.170%

20 14.080 2035 2039 2042 rBV 1136917 1033611 22.81%  3.285%
21 15.586 2291 2295 2305 rVB 559082 771303 17.02%  2.452%
22 16.310 2415 2418 2424 rVB2 237478 345095 7.62%  1.097%

Sum of corrected areas: 31462022
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M3615-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
BF125316.D

1 Sep 2021 20:17

JU/CG

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On 1 Sep 2021 20:17

Operator Ju/caG

Sample : M3615-01

Misc

ALS vial : 18 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
2.181 24.54 ng 1314850 1,4-Dichlorobenzene-d4 6.910
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 32
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 16 (2.181 min): BF125316.D\data.ms (-10) (-) m/z 72.95 100.00%
73.0
5000 43.0 /\
A RiRaRamsaEa
‘ J 88.0 2.202.302.402.502.60
Ol il 580 I} 880 oz a3.e0  43.71%
miz--> 0 20 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AR RERRNRRRARRRRRR RS}
430 2.202.302.402.502.60
‘ m/z 55.00 34.77%
27,0 88.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
A R RaRamsaEeE
2.202.302.402.502.60
5000 55.0 m/z 87.10 25.11%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- A AR
73.0 2.202.302.402.502.60
m/z 41.00 13.91%
5000
43.0
B e e Mmoo o P
m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc :

ALS vial : 18 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.092 6.35 ng 448273  Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Tetraethylene glycol 194 C8H1805 000112-60-7 53
4 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 50

Abundance Scan 1021 (8.092 min): BF125316.D\data.ms (-1017) (-) m/z 57.10 100.00%

57.1
5000

75.0 AR e A NARRN
39%]

‘ ‘ 100.0 1321 7.80 8.00 8.20 8.40
bl D 2P ISEL 0 myz 4500 96.11%

m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 e A
29,0 7.80 8.00 8.20 8.40

75.0 m/z 41.00 30.70%

\ ol M \h‘ !l 10\(\)'0 132.0
\\\‘\\\“\\ H\\\\“\i\\‘\\\\’\\w\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0

7.80 8.00 8.20 8.40

o

5000 m/z 56.00 16.42%
89.0
2710
O T H“‘\ T ““1 Mi”\ T ‘1‘? Tt ‘ T :\L:\L? \O\ T \1‘4\4\0\ T M
miz-> 20 40 80 100 120 140 160
Abundance #69770.TeUaethWenegyycol e EREAREEEE S S
45.0 7.80 8.00 8.20 8.40

m/z 75.00 14.42%

5000 !k
89.0
27.0
0 Lol 700 ] 1330 163.0

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@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc :

ALS vial : 18 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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.951 2.83 ng 186187  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1677 (11.951 min): BF125316.D\data.ms (-1674) (1 m/z 60.00 100.00%
60.0

5000 k
T ‘ T T M\ 4
12.00
Olbrrrpred m/z 73.00  95.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AT
129.0 12.00
213.0 ITI/Z 43.00 93.22%
‘ ‘ ‘ 171.0
0 Hw\l‘u‘“‘u”\”\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
——
12.00
5000 129.0 ITI/Z 57 .00 91.93%
‘ 199.0 2420
oberh i, 158,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid —
43.0 73.0 12.00
m/z 55.00 83.60%
5000 129.0
171.0
‘ ‘ 214.0
O‘HMkWJﬂM‘ ——
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc :

ALS vial : 18 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 4 10-Octadecenoic acid, methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.527 3.05 ng 200720  Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 91
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90

Abundance Scan 1775 (12.527 min): BF125316.D\data.ms (-1770) (- m/z 55.00 100.00%

5000 JW%
T
‘ 0 1801 595- 265.1 12.50
ok h\ LWMHWMM\\ qu‘m W‘M\V}““ : m/z 41.00 52.33%
miz--> 200 250 300
Abundance #194419. 10-Octadecen0ic acid, methyl ester
553.0
5000 — :
12.50
264.0 m/z 69.10 52.15%
230 .
I 180.0 2220 | 206¢
0 uu u‘u\‘ i \HU\ m ‘n‘ b S N
miz--> 50 200 250 300
Abundance #194440: 9—Octadecen0|c acid (2)-, methyl ester
55.0
T T
12.50
5000 87.0 m/z 74.08  49.11%
230
‘ ‘ | 800 2220 264.0 0,
02‘5“0“ I m ‘ u‘ \\MH\H u\”\h \H\ ol “ - - ‘ ‘H‘ = “'
miz--> 50 150 200 250 300
Abundance #194426.13{DMadecenou:add,nuﬁhyle&er e
55.0 12.50
m/z 83.10 44.86%
5000
87.0
264.0
m 1900 220 | e
miz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc :

ALS vial : 18 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 28-Nor-17.alpha.(H)-hopane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.310 8.95 ng 345095 Perylene-di2 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 90
2 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52 013849-96-2 64
3 (7S,7aR,13aS)-9-Methoxy-4,4,7,7a... 344 C22H3203 1000482-45-3 46
4 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 43

5 Benzamide, 3-trifluoromethyl-2-f... 453 C20H15F8N0O2 1000407-71-9 30

Abundance Scan 2418 (16.310 min): BF125316.D\data.ms (-2415) (-  m/z 191.10 100.00%

191.1
5000 98.0
1600 1650
2811 383.2 . .
oL H h “ \‘“ u‘\ \‘H\ ‘h “H\ . u‘\ ‘m“ g ‘:‘)’3‘7‘ ‘1‘ i : ‘%3‘8 E m/z 95.00 49 .64%
m/z--> 100 150 200 250 300 350 400 450
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 — —
16.00 16.50
398.0 m/z 177.10 48.23%
o2 \‘u \‘“ u\‘m\ J ‘ Ma2908130 1|
m/z--> 100 150 200 250 300 350 400 450
Abundance #309495 17.alpha.(H),21.beta.(H)-Hopane
191.0
— ——
69.0 16.00 16.50
5000 ' ITI/Z 81.00 40.27%
123.0
‘ 412.0
o L 290 siz0ssa0’ T
Miz--> 50 100 150 200 250 300 350 400 450
Abundance #253696: (7S,7aR,13aS)-9-Methoxy-4,4,7,7a-tetramethyl P ——
191.0 16.00 16.50
m/z 123.10 38.46%
5000
95.0
ol ‘h L |LBdo, | asso a0 S
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125316.D

Acqg On : 1 Sep 2021 20:17
Operator : JU/CG

Sample : M3615-01

Misc

ALS Vvial : 18 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... 2.181 24.5 ng 1314850 1 6.910 1071550 20.0
Ethanol, 2-(2-b... 8.092 6.3 ng 448273 2 8.192 1412430 20.0
n-Hexadecanoic ... 11.951 2.8 ng 186187 4 11.439 1314850 20.0
10-Octadecenoic... 12.527 3.0 ng 200720 4 11.439 1314850 20.0
28-Nor-17.alpha... 16.310 8.9 ng 345095 6 15.586 771303 20.0
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