LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123827.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.004 493 496 503 rVB 71122 89910 1.30% 0.183%
2 5.416 562 566 569 rBV 7436079 6617452 95.99% 13.495%
3 6.434 735 739 751 rVB 6353751 6894167 100.00% 14.059%
4 6.622 768 771 778 rBV2 77057 98055 1.42% 0.200%
5 6.792 796 800 803 rBV 1882502 1419517 20.59% 2.895%

6 7.357 891 896 899 rBV 4790032 4487173 65.09% 9.151%
7 8.080 1015 1019 1022 rBV 2110580 1862583 27.02%  3.798%
8 9.157 1197 1202 1205 rBV 7822746 6642293 96.35% 13.545%
9 9.551 1266 1269 1272 rBV 456978 377466 5.48% 0.770%

9.833 1313 1317 1321 rVB 2487829 2003616 29.06% 4.086%

11 10.245 1384 1387 1389 rBv2 98879 86975 1.26%
12 10.492 1426 1429 1432 rBV 134481 130691 1.90%
13 10.627 1447 1452 1455 rBV 5376221 4715218 68.39%
14 10.757 1470 1474 1480 rBV 344270 443330  6.43%
15 11.227 1551 1554 1557 rVB 272587 271868 3.94%
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16 11.321 1567 1570 1573 rBV 2357676 1980225 28.72% 4.038%
17 11.857 1659 1661 1670 rVB4 304685 322074 4.67% ©.657%
18 12.915 1836 1841 1844 rBV 6457988 5786537 83.93% 11.800%
19 13.827 1992 1996 2009 rVB2 453697 898522 13.03%  1.832%
20 13.968 2016 2020 2023 rBV 1627045 1460885 21.19% 2.979%

21 14.445 2098 2101 2103 rBV 94156 97043 1.41% ©.198%
22 14.468 2103 2105 2114 rVB6 86618 166686 2.42% 0.340%
23 14.821 2163 2165 2170 rVB6 59294 76227 1.11% ©0.155%
24 15.080 2206 2209 2214 rBV 238021 250687 3.64% ©.511%
25 15.421 2262 2267 2271 rBV 1066370 1310218 19.00% 2.672%
26 15.456 2271 2273 2277 rVB2 79746 86851 1.26% 0.177%
27 15.886 2342 2346 2352 rVB 220880 328902 4.77% ©0.671%
28 17.033 2538 2541 2547 rVB8 79030 132243 1.92% ©.270%

Sum of corrected areas: 49037414
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: M2275-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
BF123827.D

5 May 2021 14:56

Ju/caG

: 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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5000000

4000000
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TIC: BF123827.D\data.ms
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TIC: BF123827.D\data.ms
9.157
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Time-->
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Time-->
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TIC: BF123827.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octane, 3,5-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.757 4.48 ng 443330  Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 80
3 Hentriacontane 437 C31H64 000630-04-6 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 58

Abundance Scan 1474 (10.757 min): BF123827.D\data.ms (-1470) (-] m/z 57.05 100.00%
57.0

5000 W
105 1100
13.1 . .
- n“ ‘-“ ] Lo 032 2043 . m/z 71.1e  56.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 — ——
10.50 11.00
m/z 43.05 48.64%
ol ||| 1130 160.0 225.0 281.0 380.0
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #19182: Octane, 3,5-dimethyl-
57.0
—— —
10.50 11.00
5000 ITI/Z 85.10 23.29%
‘ 113.0
0 ‘J“k““wwl“‘“‘wHH,HHWHWH_MWH
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane T ——
57.0 10.50 11.00
m/z 41.e0 21.77%
= M
13.0
oL o LLLLTT T 2690 2250 3000 365.0 436
I R R LS B e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Dodecane, 2-methyl-8-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.227 2.75 ng 271868  Phenanthrene-die 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-8-propyl- 226 C16H34 055045-07-3 83
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 76

Abundance Scan 1554 (11.227 min): BF123827.D\data.ms (-1551) (-} m/z 57.00 100.00%
57.0

5000 W
: e s
113.1 . .
ok ‘i L b Lt 20012381 m/z 71.10  58.68%
miz--> 50 100 150 200 250
Abundance #83050: Dodecane, 2-methyl-8-propyl-
57.0
5000 — e
11.00 11.50
112.0 1830 m/z 43.00 41.43%
ob WA bl L asso [ 2260
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
P e
11.00 11.50
5000 ITI/Z 85.10 36.45%
99.0
0 ‘\\ I “‘\ Jl \‘ H‘ \14\10 183.0 239.0 296.( W
Al e R T
miz--> 50 100 150 200 250
Abundance #94345: Heptadecane T —
57.0 11.00 11.50
m/z 55.00 25.81%
5000 WWMWVW
99.0
027\‘"0\“ H‘\ ‘H\ i H‘ A \\14\10 '182'0 249'0
el P e
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.857 3.25 ng 322074 Phenanthrene-d10 11.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 1661 (11.857 min): BF123827.D\data.ms (-1659) (- m/z 43.10 100.00%
43.1

73.0
5000
129.0
— ——
171.1 213.2 11.50 12.00
0! = m/z 57.05 94.12%
m/z--> 50 100 150 200 250
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
5000 “ ——
11.50 12.00
129.0 m/z 60.00 90.30%
i

256.0
T e
O T T \‘ ‘\ ‘H . \‘ Hh‘ \‘H \‘\ \ ‘ ‘\ \‘ \‘\ ‘ \‘ T T T ‘ ‘\ T T T
m/z--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid
73.
43.0 0

11. 50 12 00
5000 129.0 m/z 73.00 83.27%
171.0
L] e
oL “\‘ H‘H‘\\ h! h“\ ‘\H il “\“ b “‘ | “‘ b
m/z--> 50 100 150 200 250
Abundance #50051: Undecanoic acid
60.0 11. 50 12 00
m/z 55.00 54.28%
5000
29.0 129.0
186.0
= ““ U\ M\‘ H‘H M‘F “‘ " ‘H\“ “‘\‘ . “‘ T P P
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 1
R.T. EstConc Area Relative to ISTD R.T.
13.827 12.30 ng 898522 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 1996 (13.827 min): BF123827.D\data.ms (-1992) (- m/z 57.00 100.00%
57.0

o Wuj\/w;
11.1 ‘ T T ‘ T
H ‘ 207 0 2 13.50 14.00
0 ma“mw | | AB8LE0TD 2669 8243 4/z s55.00  84.59%
m/z--> 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 43.05 82.94%
169
O T ‘l\ ‘\‘ “ ‘ “‘ “ “‘ ‘“ ‘\ 1 T \“2\2\4; (\)‘2\6T9 \()\ ‘ LI ‘ LI ‘4.\29\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57.0
— —
13.50 14.00
5000 11.0 ITI/Z 83.00 69.89%
At R maa RS
m/z--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester “ —
57.0 13.50 14.00
m/z 69.05 58.88%
- I N\N\yf\\w
0 J\m 1680 22402690 370.0
e ‘ T A LI S e S — ——
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\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Cyclotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.468 2.28 ng 166686 Chrysene-d12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 51
2 17-Pentatriacontene 491 C35H70 006971-40-0 45
3 Cycloeicosane 280 C20H40 000296-56-0 43
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 38
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 38
Abundance Scan 2105 (14.468 min): BF123827.D\data.ms (-2103) (- m/z 57.00 100.00%
57.0
410.3
5000
11.1
——
173.1  256.1 ‘} 1450
0 LLLI3AL0 I mjz 83.e5 95.88%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #58277: Cyclotetradecane
53.0
5000 T
14.50
111.0 m/z 55.00 84.89%
‘ ‘ } } 196.0
O‘\\\\ “\\\\“1\‘\‘\’\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57.0
——
14.50
5000 1.0 m/z 410.25 79.38%
o ‘J‘ iy J‘.J ‘ﬂ}‘ ik ‘.‘2‘.2‘.‘3‘ 02780334.0390.0 490
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane e
55.0 14.50
m/z 97.10 77.73%
5000
111.0
ol Li] “ | } | ,168.0 224.0 2800
R R e AR E s ——
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.080 3.83 ng 250687 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
5 Heneicosane 296 C21H44 000629-94-7 70

Abundance Scan 2209 (15.080 min): BF123827.D\data.ms (-2206) (1 m/z 57.00 100.00%

57.0
5000

15.00

155.1
R “ “ 302 197223932838 8952 nu 71.85  52.77%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 ——
15.00
m/z 43.00 51.07%
ol \ e ‘\ ; }41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\
m/z--> O 100 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
T \
15.00
5000 ITI/Z 85.10 38.92%
9.0 268.0
' 141.0183.0
015-‘4‘ m“ gL I0zs0 |
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- — ‘
57.0 15.00
m/z 55.00  23.52%
0 ‘\‘ “\ I \‘ u‘ \4\101830 239.0 296.0
A e e e e —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 7 Tetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.886 5.02 ng 328902 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Heptadecane 240 C17H36 000629-78-7 80
3 Tetracosane 338 (C24H50 000646-31-1 78
4 Hexadecane 226 C16H34 000544-76-3 78
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 2346 (15.886 min): BF123827.D\data.ms (-2342) (- m/z 57.00 100.00%

57.0
5000
— —
\ \ 9\'1 1410 191.0 239.1279.1 g5 % 10.00
ol A g 0 OR0, 23912790 398y, 43,05 49.78%
miz--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane
57.0
5000 — —
15.50 16.00
m/z 71.05 49.56%
9.0
Ol\ \Q‘\ H\ ‘!‘ \“‘\ “‘ !“\}\4\‘].‘(‘)\ T ‘1‘9?'9‘ T ‘ L ‘ T TT ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
— —
15.50 16.00
5000 m/z 85.00  38.39%
9.0
oisg Ly i) om0 200
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane “ —
57.0 15.50 16.00
m/z 55.00 17.43%
- WAAWW
9.0
oL L1117 141018302250 2670 3380
— ““‘ I I L B — —
mlz--> 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 8 unknownl7.03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.033 2.02 ng 132243 Perylene-di2 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Methyl-3-nitrophenyl)-1,3,2... 221 C10H12BNO4 080279-22-7 44
2 Phenobarbital 232 C12H12N203 000050-06-6 25
3 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 15
4 6-Nitro-8-methoxy-2H-chromene 207 C1OHONO4 062063-07-4 11
5 3'-Carboxybenzo[1',2",-b]-1,4-di... 204 C11H12N202 138023-41-3 11
Abundance Scan 2541 (17.033 min): BF123827.D\data.ms (-2538) (1  m/z 207.00 100.00%
201.0
69.0
135.0
5000
279.1316.2 — :
355.; 17.00
0 m/z 204.15 80.97%
mlz--> 50 100 150 200 250 300 350
Abundance #77941: 2-(4-Methyl-3-nitrophenyl)-1,3,2-dioxaborinane
204.0
5000 117.0 TRy w/\Mn h
65.0 17.00
m/z 69.00 70.66%
64.# ‘
o-+— M \‘\‘\‘“‘ ‘\‘“‘M‘F‘-M\M\ }‘ T 1‘\ L L
miz--> 50 100 150 200 250 300 350
Abundance #87243: Phenobarbital
204.0
T \
17.00
5000 m/z 191.00 62.78%
117.0
39 77.0 161.0
ol \ﬂh“w“‘p‘:‘ ““MM ol iy 8 SR S
miz--> 50 100 150 200 250 300 350
Abundance #64520: 3H-3a,7-Methanoazulene, 2,4,5,6,7,8-hexahydrc —— ‘
204.0 17.00
m/z 55.00 59.66%
5000
41.0 119.0 161.0
79.?
ok H‘ “\‘ ‘\\M‘\H‘w M‘\ ‘\M“\L\‘ \H“‘H‘LL“ ‘;\ ‘L‘ \! ‘\‘ T e
m/z--> 50 100 150 200 250 300 350 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50521\
Data File : BF123827.D

Acqg On : 5 May 2021 14:56
Operator : JU/CG

Sample : M2275-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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|
Octane, 3,5-dim... 10.757 4.5 ng 443330 4 11.322 1980230 20.0
Dodecane, 2-met... 11.227 2.8 ng 271868 4 11.322 1980230 20.0
n-Hexadecanoic ... 11.857 3.3 ng 322074 4 11.322 1980230 20.0
Heptafluorobuty... 13.827 12.3 ng 898522 5 13.968 1460890 20.0
Cyclotetradecane 14.468 2.3 ng 166686 5 13.968 1460890 20.0
Heptacosane 15.080 3.8 ng 250687 6 15.421 1310220 20.0
Tetradecane 15.886 5.0 ng 328902 6 15.421 1310220 20.0
unknownl17.03 17.033 2.0 ng 132243 6 15.421 1310220 20.0
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