LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020421\
Data File : BF123124.D

Acqg On : 4 Feb 2021 21:05

Operator : JU/CG

Sample : M1263-03 :

Misc : 0054-051-COMP-H-ELUTRIATE

ALS vial : 7 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF123124.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.193 11 18 24 rBV 1843176 2371129 24.75% 4.468%
2 5.510 577 582 586 rBV 3950928 4010049 41.86% 7.557%
3 6.510 748 752 764 rBV 2870251 3174955 33.14% 5.983%
4 6.893 813 817 820 rBV 1748567 1348743 14.08% 2.542%
5 7.457 907 913 916 rBV 4044967 4199916 43.84% 7.914%
6 8.175 1031 1035 1039 rBV 2021742 1771996 18.50% 3.339%
7 9.257 1213 1219 1222 rBV 7544954 7516921 78.46% 14.165%
8 9.334 1229 1232 1235 rBV2 152658 122941 1.28% 0.232%
9 9.645 1281 1285 1289 rBvV 276128 237826 2.48% 0.448%
10 9.934 1327 1334 1338 rBV 2227873 2105235 21.97% 3.967%

11 10.728 1463 1469 1477 rBV 5103117 5612951 58.59% 10.577%
12 10.998 1512 1515 1518 rVB 116739 98093 1.02%
13 11.428 1583 1588 1591 rBV 2642585 2275387 23.75%
14 11.492 1594 1599 1604 rVB4 109737 127186 1.33%
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15 11.957 1673 1678 1681 rBV 941660 798070  8.33% 504%
16 11.992 1681 1684 1687 rVB 577747 531426 5.55% 1.001%
17 12.745 1808 1812 1825 rBV 175832 213052  2.22% ©.401%

18 13.027 1853 1860 1863 rBV 9036921 9580670 100.00% 18.054%
19 13.945 2010 2016 2033 rBV 631379 1823733 19.04% 3.437%
20 14.080 2033 2039 2042 rBV 2489434 2313985 24.15%
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21 14.610 2124 2129 2138 rVV5 50204 130735 1.36%
22 15.210 2227 2231 2236 rBV 94073 108740 1.13%
23 15.568 2286 2292 2296 rBV 1505078 1953850 20.39%
24 16.051 2370 2374 2383 rVB 81242 129643 1.35%
25 16.174 2388 2395 2414 rBV5 106944 509271 5.32%
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Sum of corrected areas: 53066503
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020421\

BF123124.D

4 Feb 2021 21:05

Ju/CaG
: M1263-03 .
. 0054-051-COMP-H-ELUTRIATE
7 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF123124.D\data.ms

5.510 7.457

6.510

2.193 6.893

Time-->
Abundance

8000000

6000000

4000000

2000000

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: BF123124.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020421\
Data File : BF123124.D

Acq On : 4 Feb 2021 21:05
Operator : JU/CG

Sample : M1263-03

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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.
2.193 35.16 ng 2371130 1,4-Dichlorobenzene-d4 6.893

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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 22
Abundance  Scan 18 (2.193 min): BF123124.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0 jk
87'1 T L ‘ L T
91 220 2.40 260
0 HWWwWM‘MWw"w,‘mwW}F"l‘:?‘,mwm_m m/z 43.05 38.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B B B
2.20 2.40 2.60
43.0
87.0 m/z 55.05 26.79%
\ \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.33%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T
73.0 2.20 2.40 2.60
m/z 41.10 12.79%
5000
55.0
27.0 410
obwso Lol o L esomso o\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020421\
Data File : BF123124.D

Acq On : 4 Feb 2021 21:05

Operator : JU/CG

Sample : M1263-03 :

Misc : 0054-051-COMP-H-ELUTRIATE

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 G5-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.945 15.76 ng 1823730 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 2016 (13.945 min): BF123124.D\data.ms (-2010) (- m/z 57.10 100.00%

51.1
5000 11.1
14.00
167.1 :
ol Ak “H‘ | “ jpo0F2101 2805 4/ 83.10  99.55%
miz--> 50 100 150 200 250 300 350 400

Abundance #127769: 5-Eicosene, (E)-

()]
13:1
o

5000
14.00
11.0 m/z 55.00 98.96%
o UL 3500 2000 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
——
14.00
5000 11.0 ITI/Z 43.05 98.67%
o ULl iss80 o100 2000
m/z--> 50 100 150 200 250 300 350 400
——

Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester
7.0 14.00

m/z 69.10 91.34%

5000

oA LA Ll u\ 12102550 406

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\BF020421\
Data File : BF123124.D

Acq On : 4 Feb 2021 21:05

Operator : JU/CG

Sample : M1263-03 :

Misc : 0054-051-COMP-H-ELUTRIATE

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octacosyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.174 5.21 ng 509271 Perylene-di2 15.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 86
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81
3 1-Heptacosanol 396 C27H560 002004-39-9 64
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 64
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 64

Abundance Scan 2395 (16.174 min): BF123124.D\data.ms (-2388) (- m/z 57.05 100.00%

57.0
5000
51 207.0 1600 1650
o'“ MMH‘JJ‘Ww}tJmf?%??ﬁ?q_m,w,w,w‘ m/z 43.18  95.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 T T T T T T
16.00 16.50
5.0 m/z 83.10  78.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
—r —
16.00 16.50
5000 ITI/Z 55.00 72.08%
125.0
| ‘ || 238.0
O MM L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol T T
57.0 16.00 16.50
m/z 97.05 71.35%
5000
125.0
0{1“495026403780,,, S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020421\
Data File : BF123124.D

Acqg On : 4 Feb 2021 21:05

Operator : JU/CG

Sample : M1263-03 :

Misc : 0054-051-COMP-H-ELUTRIATE

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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... 2.193 35.2 ng 2371130 1 6.893 1348740 20.0
5-Eicosene, (E)- 13.945 15.8 ng 1823730 5 14.080 2313990 20.0
Octacosyl hepta... 16.174 5.2 ng 509271 6 15.569 1953850 20.0
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