LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123645.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.463 571 574 579 rBV 2573578 2433573 28.26% 4.558%
2 6.481 743 747 754 rBV 2519728 2208137 25.64% 4.136%
3 6.851 806 810 813 rBV 1787636 1574398 18.28%  2.949%
4 7.010 832 837 840 rBV 6184620 5458178 63.38% 10.224%
5 7.416 900 906 909 rBV 5333758 5335513 61.96% 9.994%

6 8.134 1024 1028 1031 rBV 2639751 2038602 23.67%
7 9.216 1207 1212 1215 rBV 9741088 8313448 96.54% 15.
8 9.604 1275 1278 1282 rBV 287405 210533 2.44%

9 9.892 1323 1327 1330 rBV 2772459 2151849 24.99%
10 10.092 1357 1361 1367 rBV 143903 158109 1.84%
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11 10.680 1457 1461 1465 rBV 4816824 4323931 50.21%
12 11.380 1576 1580 1583 rBV 2694376 2156968 25.05%
13 11.916 1665 1671 1680 rBV 2126987 2123150 24.66%
14 12.704 1801 1805 1819 rVB 778544 935304 10.86%
15 12.974 1846 1851 1854 rBV 8750593 8611169 100.00% 16.130%
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16 13.880 2001 2005 2018 rBV 784741 1376062 15.98%
17 14.027 2025 2030 2033 rBV 1680009 1544872 17.94%
18 14.504 2108 2111 2113 rBV 93356 93587 1.09%

OO ONMNN
=
N
U1
S

19 14.815 2161 2164 2167 rVB 124339 120091 1.39% 225%

20 15.157 2218 2222 2226 rBV2 204314 365602 4.25% 685%

21 15.504 2276 2281 2285 rBv2 1128828 1380068 16.03% 2.585%

22 15.545 2285 2288 2292 rVB 138281 171262 1.99% 0.321%

23 15.986 2359 2363 2371 rVB2 126211 192101 2.23% 0.360%

24 16.498 2447 2450 2456 rVB3 60663 110138 1.28% 0.206%
Sum of corrected areas: 53386645
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\

BF123645.D
: 20 Apr 2021 16:18
Ju/CG
. M2078-01
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.916 19.69 ng 2123150  Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1671 (11.916 min): BF123645.D\data.ms (-1665) (1  m/z 43.05 100.00%

43.0 |73.0
5000
129.0
—T
‘ H‘l? 157.1185.12132 12.00
om,w“‘:m ”MH M: HH_“w‘m_H“_Mms_‘ m/z 60.00  98.45%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0
129.0 12.00
213.0 m/z 73.00 87.41%
| | HH 157.0185.0
O\H’\l\\‘}‘\\”\”\”\‘\‘H!\H“‘\\‘”‘}‘\H\‘\\‘HH‘HH‘\‘H‘\“\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #95854: Pentadecanoic acid
43.0 73.0
—=
12.00
5000 ITI/Z 57.05 84.67%
129.0 242.0
199.0
LAl e, |, ame
O‘H,HHU‘M‘WMWHM\NHmuwuuuuhpﬂuwuuwuwhuwu
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #84452: Tetradecanoic acid —T
73.0 12.00
43.0 m/z 55.00 76.39%
5000 129.0
185.0
H 228.0
o??RWWNHMMMMWM%LwMumwﬂéum‘wu‘wu‘ww‘wuu‘u —
m/z--> 20 40 60 80 100120140160 180200220240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.704 8.67 ng 935304  Phenanthrene-d10 11.380
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 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 1805 (12.704 min): BF123645.D\data.ms (-1801) (-, m/z 43.00 100.00%

5000
1290
1851 — -
2412 5043 ‘ 12.50 13.00
ol o M bkt L3284 s 57 00 89.83%
100

%

m/z--> 150 200 250 300
Abundance #131262: Octadecanoic acid
129.0
5000 284.0 S e
185.0 241.0 12.50 13.00
m/z 60.00 87.48%
0 Mm\ M H““\‘ ‘L A “ ! ““ 1 ‘\‘ : “‘ [
m/z--> 100 150 200 250 300
Abundance #95855: Pentadecanoic acid
73.0
T —
12.50 13.00
5000 129.0 m/z 73.00 85.24%
29.
199.0 242.0
ok M‘”A H;N‘\‘M} “‘\:‘L‘#S;‘O; “‘ N R
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid T ——
12.50 13.00
m/z 55.00 83.21%
5000 129.0
4 1710 213.0 256.0
o Y O
mlz--> 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Heptafluorobutyric acid, he... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.880 17.81 ng 1376060 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91

Abundance Scan 2005 (13.880 min): BF123645.D\data.ms (-2001) (- m/z 57.00 100.00%

57.0
5000
11.1
— —r—
H‘ L65.1 13.50 14.00
ol A dhibil 1081 23112810 L 5500 87.34%
mlz--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 — —
11.0 13.50 14.00
m/z 43.00 82.70%
169.0
O \\“\ ‘\" “ % “‘ “‘ ‘“ ‘\\\\l2\2\l4:.\0‘2\7\0.\0\‘\\\\‘\\\\’4.\29?0\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
— —r
13.50 14.00
m/z 83.05 66.69%
5000 110 /
oLt ALy 1900, 20005200
miz-> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecyl heptafluorobutyrate — —
57.0 13.50 14.00
m/z 69.05 58.44%
5000
11.0
0 1,\ Li h,H“‘;???-‘0‘2‘34-9””_M,AS’A-‘ ) e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.157 5.30 ng 365602 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 70
2 Tetracosane 338 (C24H50 000646-31-1 64
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 58
4 Decane, 3-methyl- 156 C11H24 013151-34-3 58
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 53

Abundance Scan 2222 (15.157 min): BF123645.D\data.ms (-2218) (-1 m/z 57.05 100.00%
57.0

2000 M
183.1
—r —
‘ | 12’7'1 ‘ o 3833 5 15.00 15.50
ol bbb by, 25T 3277 T A0 s e 62.08%
mlz--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane
57.0
5000 — e
15.00 15.50
m/z 71.10 51.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 39.28%
oLl .L‘ 111122 1690 2250 2810 3360
e e e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #48894: Decane, 2,3,5-trimethyl- P ——
57.0 15.00 15.50
m/z 55.00 28.93%
- W
141.0
o‘J‘m‘Mn‘w“Wm‘_‘H,HH,HH,HHWH_W — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.986 2.78 ng 192101 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 72
2 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 59
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 55
4 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 55
5 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 53
Abundance Scan 2363 (15.986 min): BF123645.D\data.ms (-2359) (- m/z 57.10 100.00%
57.1
99.0 iéod
210.1 2650 326.0 '
om‘whw‘uu pAfE 2101 2650 3260 0 510 52.27%
mlz--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 T
16.00
m/z 43.00 48.08%
\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 100 150 200 250 300 350
Abundance #125661:Sumﬂousacm,2+ﬂhWhexstohexyleﬁer
57.0
e
16.00
5000 m/z 85.05 46.43%
113.0
o““““huhu‘m_“m_m_m_‘w””_
miz--> 50 100 150 200 250 300 350
Abundance #105899: Heptadecane, 7-methyl- —
57.0 16.00
m/z 55.00 23.82%
5000 VAMMNJMIM\J\/MM%%WWWMV
: «\m T o o
mlz--> 100 150 200 250 300 350 16.00

8270-BF041521.M Wed Apr 21 14:48:08 2021 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042021\
Data File : BF123645.D

Acqg On : 20 Apr 2021 16:18
Operator : JU/CG

Sample : M2078-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
n-Hexadecanoic ... 11.916 19.7 ng 2123150 4 11.380 2156970 20.0
Octadecanoic acid 12.704 8.7 ng 935304 4 11.380 2156970 20.0
Heptafluorobuty... 13.880 17.8 ng 1376060 5 14.027 1544870 20.0
Tridecane 15.157 5.3 ng 365602 6 15.504 1380070 20.0
Nonadecane 15.986 2.8 ng 192101 6 15.504 1380070 20.0
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