LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS Vvial : 16 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: BF125240.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.228 17 24 29 rVB 1024031 1362324 36.66% 4.794%
2 5.534 581 586 589 rBV 4171564 3716124 100.00% 13.076%
3 6.533 751 756 770 rBV 3487611 3602652 96.95% 12.677%
4 6.916 817 821 824 rBV 1211276 1052020 28.31% 3.702%
5 7.475 911 916 919 rBV 2646098 2273874 61.19% 8.001%

6 8.098 1018 1022 1035 rBV 133241 304809 8.20% 1.073%
7 8.192 1035 1038 1042 rBV 1376441 1225500 32.98% 4.312%
8 9.269 1217 1221 1224 rBV 3991863 3391404 91.26% 11.933%
9 9.951 1333 1337 1344 rVB 1343716 1230799 33.12% 4.331%
10 10.733 1467 1470 1484 rVB 2165646 2069084 55.68%  7.280%

11 11.433 1586 1589 1593 rBV 1235419 1130673 30.43% 3.978%
12 11.951 1674 1677 1682 rBV 178100 178803 4.81% 0.629%
13 12.651 1793 1796 1807 rBV 36334 51538 1.39% 0.181%
14 12.739 1807 1811 1816 rBV3 62744 80136 2.16% ©.282%
15 13.021 1855 1859 1862 rBV 3525645 3157585 84.97% 11.110%

16 13.980 2013 2022 2029 rBvV4 84852 338948 9.12%
17 14.074 2035 2038 2042 rVB 1389165 1205529 32.44%
18 14.539 2115 2117 2122 rVB3 64745 64752 1.74%
19 14.833 2164 2167 2174 rBV 584827 606062 16.31%
20 15.574 2288 2293 2306 rVB2 1021143 1377278 37.06%
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Sum of corrected areas: 28419894
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 26 Aug 2021 23:30
: M3545-03

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
BF125240.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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS vial : 16 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.
2.228 25.90 ng 1362320 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 24 (2.228 min): BF125240.D\data.ms (-17) (-) m/z 72.95 100.00%
73.0
5000 43.0 /\
—
‘ J b1 220 240 2.60
ol L BT 88wz 43.00  42.75%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 I
43.0 220 240 2.60
‘ m/z 55.00  33.08%
27,0 ggo
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
R e e B
220 240 2.60
5000 55.0 m/z 87.10 25.42%
39
0 L ‘ \ ‘H‘ 88.0 1120 129.0
“““““ “““ ““,‘ e
miz--> 0 20 40 80 100 120
Abundance #2245: Snane tetramethyl- T
73.0 220 240 260
m/z 40.95 14.07%
5000
43.0
B e e Mmoo o B o o B
m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
8.098 4.97 ng 304809 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, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
4 DL-Lactamide, butyl ether 145 C7H15NO2 1000452-56-5 50
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 50

Abundance Scan 1022 (8.098 min): BF125240.D\data.ms (-1018) (-) m/z 57.00 100.00%

57.0
5000

50 o e TR
39, M 77010 7.80 8.00 8.20 8.40
ol ooyl e

131.1
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0

cll T B m/z 45.00  88.93%
5000 e

29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 30.73%

‘ 1000 1320
O\\‘\“\‘H\\‘H‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
7.80 8.00 8.20 8.40
5000 m/z 56.00 14.81%
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
miz--> 20 40 60 80 100 120 140 160
Abundance #5033: 3,3-Dimethylbutane-2-ol R AT o
57.0 7.80 8.00 8.20 8.40

m/z 75.00  14.23%

5000
87.0
29.0
m_\\w L

m/z--> 60 80 100 120 140 160 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS vial : 16 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 3.16 ng 178803  Phenanthrene-die 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1677 (11 951 min): BF125240.D\data.ms (-1674) (1 m/z 73.00 100.00%

43.0 |73.0
5000
129.0
il
| 1010 | 157118512132 12.00
0“wu‘wu‘ m/z 59.95 96.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
m/z 43.00 94.15%

' 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

12.00
5000 129.0 m/z 56.95 87.53%
171.0
214.0
0150?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —

43.0 ,73.0 12.00

m/z 55.00 69.77%

5000 129.0
199.0
s e L T
15 O‘ ‘ ‘ Il I ‘ Hu \H iy [ ‘ ‘

O“q‘m‘“‘u”u“‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS vial : 16 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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.980 5.62 ng 338948 Chrysene-d12 14.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
2 n-Tetracosanol-1 354 C24H500 000506-51-4 76
3 1-Heneicosanol 312 C21H440 015594-90-8 76
4 1-Heptacosanol 396 C27H560 002004-39-9 76
5 1-Tricosene 322 C23H46 018835-32-0 76
Abundance Scan 2022 (13.980 min): BF125240.D\data.ms (-2013) (-] 57.00 100.00%
57.0
97.1
5000

—
1480 2970 6693021 14.00
ob—AL 55.00 90.26%

miz-> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0

5000 L
14.00

43.00 68.04%

O ZZ‘JL ‘ . “ ‘\ “ ‘H‘ “ } h Q\ ]\-8\2\0 224 ()\ ‘ \2\89 \C)‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0

—
14.00
5000 97.10 67.06%

0 19-@ \‘\ Al ‘ ‘ \H\ { \‘\ ) 181 0 222 0 264.0 308.0
A Pl [ e N B
miz-> 50 100 150 200 250 300

Abundance #215083: 1-Heneicosano
55.0 14 00

or.0 83.00 65.69%
o129 1 |

J
m/z--> 50 100 150 200 250 300 1400

5000

w % mh 1820 2240 266.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc :

ALS vial : 16 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 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.833 8.80 ng 606062 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
3 Pentadecanamide, 15-bromo- 319 C15H30BrNO 1000163-86-1 59
4 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 38
5 Dodecanamide 199 C12H25NO 001120-16-7 38

Abundance Scan 2167 (14.833 min): BF125240.D\data.ms (-2164) (- m/z 58.95 100.00%

59.0
5000
— —
‘ 01 14.50 15.00
0’ il “‘ “‘“ g A0 1841 | 249129413372 ., 7500 58.10%
mlz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 — —
137.0 14.50 15.00
m/z 55.00 48.34%
337.0
ok, 1 \\m; L 1830 2400 294030
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (2)-
59.0
— —r
14.50 15.00
5000 m/z 43.00  29.11%
114.0 281.0
o180 \H\,L\ Luiif01se019802380 "0
miz--> 50 100 150 200 250 300 350
Abundance #223057: Pentadecanamide, 15-bromo- — —
59.0 14.50 15.00
m/z 41.00 26.75%
- ¢N
240.0
ol d Ll 1140156.0108.0 | 278.0 321.0
T e e B SR A — —r
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\BF082621\
Data File : BF125240.D

Acqg On : 26 Aug 2021 23:30
Operator : JU/CG

Sample : M3545-03

Misc

ALS Vvial : 16 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... 2.228 25.9 ng 1362320 1 6.916 1052020 20.0
Ethanol, 2-(2-b... 8.098 5.0 ng 304809 2 8.192 1225500 20.0
n-Hexadecanoic ... 11.951 3.2 ng 178803 4 11.433 1130670 20.0
3-Eicosene, (E)- 13.980 5.6 ng 338948 5 14.074 1205530 20.0
13-Docosenamide... 14.833 8.8 ng 606062 6 15.574 1377280 20.0
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