LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.122 3 6 12 rVB 421443 514548 23.79% 3.028%
2 5.069 501 507 515 rVB 592921 763744 35.31% 4.495%
3 5.469 571 575 578 rBV 2045413 1820209 84.16% 10.712%
4 6.487 742 748 751 rBV 1832596 1853574 85.70% 10.909%
5 6.851 807 810 814 rVB 649271 501934 23.21% 2.954%

6 7.422 902 907 910 rBV 1352305 1215615 56.21%  7.154%
7 8.145 1025 1030 1033 rBV 661573 633575 29.29%  3.729%
8 9.222 1208 1213 1216 rBV 2431287 2162787 100.00% 12.729%
9 9.557 1267 1270 1273 rVB2 39830 31901 1.47% 0.188%

9

10 .904 1325 1329 1332 rBV 962506 746365 34.51% 4.393%
11 10.451 1419 1422 1426 rVB 29093 23916 1.11% 141%
12 10.622 1447 1451 1455 rVB 38778 33105 1.53% 195%

13 10.698 1459 1464 1467 rBV 1728668 1502231 69.46%
14 11.398 1579 1583 1585 rBV 917837 824366 38.12%
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15 11.422 1585 1587 1590 rVV 173099 136970  6.33% 806%
16 11.469 1590 1595 1598 rVB 61489 58858 2.72% ©0.346%
17 11.922 1669 1672 1679 rVB2 139981 114363 5.29% ©.673%
18 12.010 1683 1687 1690 rBV2 26003 28371 1.31% 0.167%
19 12.610 1786 1789 1793 rVB 179058 148363 6.86% 0.873%
20 12.839 1823 1828 1834 rBV 125614 138037 6.38% 0.812%

21 12.986 1849 1853 1856 rBV 2341426 2110647 97.59% 12.
22 13.886 2003 2006 2024 rBv4 69824 230152 10.64%
23 14.045 2026 2033 2036 rVV 672280 635284 29.37%
24 14.068 2036 2037 2043 rVB 47423 33608 1.55%
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25 14.139 2044 2049 2056 rBV2 100506 110820 5.12% 652%

26 15.092 2207 2211 2215 rBV 27714 44356 2.05% 0.261%

27 15.163 2219 2223 2227 rVV2 22297 23898 1.10% 0.141%

28 15.468 2271 2275 2278 rBV 23322 27671 1.28% 0.163%

29 15.533 2281 2286 2299 rVB 352727 458290 21.19% 2.697%

30 15.998 2359 2365 2373 rBvV2 38330 63901 2.95% 0.376%
Sum of corrected areas: 16991459
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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\BF122222\

BF131786.D
: 22 Dec 2022 20:12
: CG\JU
: N6178-03
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000
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500000

0

TIC: BF131786.D\data.ms
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TIC: BF131786.D\data.ms
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10.45Q. ﬁ,ﬁ 11.469

10.00 10.50 11.00 11.50
TIC: BF131786.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.122  20.50 ng 514548 1,4-Dichlorobenzene-d4 6.851

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 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (2.122 min): BF131786.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
87.0 \\\’\\\\‘\\\\‘\\\\‘\\\\‘\
570 ‘ 2.202.302.402.50
‘H\\‘H\\‘HH“M\‘H‘\‘\i‘\-“u\\“H‘\\‘HH‘HH‘HH‘HH‘HH‘HH m/Z 43.00 35.89%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T I T T [T T
43.0 2.202.302.402.50
' 87.0 m/z 87.05 25.92%
29.0 % ‘
‘H\\‘H\‘}“HH“‘}\‘\\‘H\?‘.(\)\\\“\}\\‘HH‘HH‘HH‘HH‘HH‘HH
miz--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 RS R enSS S
2.202.302.402.50
5000 41.0 550 m/z 55.05 24.69%
27.0 H H
e el 1129, 1200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9210: 1,3-Dioxolane, 2-propyl- R EAREREEENEE S
73.0 2.202.302.402.50
m/z 71.10 11.17%
5000
45.0
27.
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.069 30.43 ng 763744  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 507 (5.069 min): BF131786.D\data.ms (-501) (-) m/z 42.95 100.00%
43.0
59.0
5000
101'0 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ 83.0 4.80 5.00 5.20 5.40
\\\\‘\\\\““1\\‘\“i\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.00 63.05%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B LI A BN
59.0 4.80 5.00 5.20 5.40
m/z 101.00 23.77%
15.0 101.0
\\\‘\‘\W‘\\“M\\}‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R AR AR
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 15.75%
B4l | 126.0142,0
et
miz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime A ERawmaEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.15%
5000
101.0
15.0 ‘
SN NPV .1 O N o SNOOOON | WUOOOO
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.922 2.77 ng 114363  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49

4 Tridecanoic acid 214 C13H2602
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604

Abundance Scan 1672 (11.922 min): BF131786.D\data.ms (-1669) (-]

000638-53-9 49
1000309-70-9 18

m/z 73.00 100.00%

73.0
43.0
5000
129.0 213.1 P
IR H\ ‘ T taes0 | osea ot
\H‘HH“\‘H“\M‘\N h}\“\”\\‘\‘\ \‘\‘\\“‘HH‘\‘\H‘HH‘HH‘HH‘HH“\ ITIZ 69 09 77 83/
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1200
97.0 157.0 155 02130 2560 m/z 43.05 74.11%
\H‘HH“}‘HH!H\H‘H‘H\L\‘}“““H‘”‘M\“\‘H‘\H\‘\\H‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0
1200
5000 43.0 129.0 m/z 54.95 64.26%
185.0
) 228.0
SV O O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0 12 OO
m/z 57.05 62.30%
5000 129.0
s e T T
%?Rk“JﬂNWwW:mwwumhwuﬂwJHJHW‘HWHHM‘HM
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 7.25 ng 230152  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 2006 (13.886 min): BF131786.D\data.ms (-2003) (-  m/z 56.95 100.00%
57.0

=

5000
350  14.00
6.0 229.9 135 14. .
R e M/Z 43,00 78.01%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #215083: 1-Heneicosano
55.0
5000 i —
13.50 14.00
5.0 m/z 83.05 71.96%
il ‘ | l] n ;9602660
‘\\\1‘\\ \‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
~ —
13.50 14.00
5000 ITI/Z 55.05 69.25%

169.0
252.0
J I ‘ l ]‘ i “ 448.0

J .
e e e e e e
m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester I —
57.0 13.50 14.00

m/z 97.00 56.38%

-

5000

=

| %ﬁ?‘ 2520 5690 648.(

T \
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.139 3.49 ng 110820  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 38

Abundance Scan 2049 (14.139 min): BF131786.D\data.ms (-2044) (. m/z 277.10 100.00%
277.1

5000 %
77.0 g 2000 L L
| u : ‘ “ 14.00 14.50
< H‘u?qu‘ﬂu wd b b m/z 278.10  33.39%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50
m/z 77.00 30.32%
18.0 95.0
‘\‘ \‘ “ l\\‘m‘m“ ‘L‘\“\‘Muh‘\w ‘\H\‘ ”\ ‘\“ [M , 23‘3‘0‘ =
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
sy g st o 2
14.00 14.50
5000 m/z 201.60  24.04%
77.0 183.0
wd | mo) e |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —da, e
277.0 14.00 14.50
m/z 183.00 22.99%
5000
o 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Pentacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.998 2.79 ng 63901 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2365 (15.998 min): BF131786.D\data.ms (-2359) (-]
57.0

m/z 57.00 100.00%

o A——\i"d
16.00
L “J\M \1410 207.0 266.0 - 9
\\\“ “\‘\“\i\“‘\‘\‘“‘\‘\ \‘\H‘\\\\‘\\\\‘\\\\‘\\\\ m/z 71.05 65.984
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 T ‘ c
16.00
m/z 43.00 57.75%
T “ h‘ \‘h T h‘ \H‘ \]“_\4!‘1“0\ ].\8\3\?2!2\5\ \O ‘ T 2\9\5‘ \0 T \3\5‘2\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
—
16.00
5000 ITI/Z 85.05 51.35%
9.0
N H\\ | |141-0183.0225. 0267.0309.0 3650
i “““““““‘ e R
m/z--> 50 100 150 200 250 300 350 J&mmm
Abundance #298427: Octacosane adlliaial — s
57.0 16.00
m/z 55.00 24.51%
- W
Ll h‘ H | 141 0183.0225.0 281.0 337.0 394.
N “““‘“““‘“““““““““‘ ——
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131786.D

Acqg On : 22 Dec 2022 20:12
Operator : CG\JU

Sample : N6178-03

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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... 2.122 20.5 ng 514548 1 6.851 501934 20.0
2-Pentanone, 4-... 5.069 30.4 ng 763744 1 6.851 501934 20.0
n-Hexadecanoic ... 11.922 2.8 ng 114363 4 11.398 824366 20.0
1-Heneicosanol 13.886 7.3 ng 230152 5 14.045 635284 20.0
Triphenylphosph... 14.139 3.5 ng 110820 5 14.045 635284 20.0
Pentacosane 15.998 2.8 ng 63901 6 15.533 458290 20.0
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