LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc :

ALS vial : 4 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-BF071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129242.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.140 482 485 492 rVB 52770 66152 1.08% ©0.138%
2 5.522 545 550 553 rBV 5279340 5345746 87.05% 11.180%
3 6.522 714 720 731 rVB 5089684 5484985 89.32% 11.471%
4 6.898 780 784 787 rBV 1589491 1432962 23.33% 2.997%
5 7.457 874 879 882 rBV 3812355 3507253 57.11% 7.335%

8.180 997 1002 1005 rBV 2009550 1969395 32.07%
9.251 1179 1184 1188 rBV 5923283 6141094 100.00% 12.
9.933 1295 1300 1304 rBV 2435992 2206999 35.94%
10.727 1430 1435 1438 rBV 3676314 3653530 59.49%
10 11.421 1549 1553 1557 rBV 2399008 2197634 35.79%

ANBAND
o)}
iy
o))
R

11 11.486 1562 1564 1568 rVB2 89276 73992 1.20%
12 11.804 1615 1618 1621 rBV 362754 354476 5.77%
13 11.933 1636 1640 1650 rVB2 611339 974024 15.86%
14 12.092 1664 1667 1673 rVB2 96060 124255 2.02%
15 12.516 1736 1739 1742 rVB 278366 217294  3.54%

OO NOO
(O]
w
~N
B

16 12.598 1749 1753 1755 rBV 100014 125832  2.05%
17 12.721 1770 1774 1780 rBV 1258974 1631577 26.57%
18 12.774 1781 1783 1795 rVB 233472 454665  7.40%

ONOWOe
0
Ui
=
I

19 13.010 1819 1823 1827 rBV 5889693 5778254 94.09% 12.084%
20 13.486 1899 1904 1910 rVB 223165 354761 5.78% 742%
21 13.898 1971 1974 1980 rVB2 54142 72948 1.19% ©.153%
22 14.068 1999 2003 2006 rVB 1914145 1963435 31.97% 4.106%
23 14.157 2014 2018 2022 rVB 202817 199733 3.25% 0.418%
24 14.539 2077 2083 2092 rBV = 241869 410234 6.68% 0.858%
25 14.833 2127 2133 2138 rBV3 99423 175957 2.87% ©.368%

26 15.021 2160 2165 2175 rBV 201503 338768
27 15.180 2188 2192 2196 rVB 83033 101276  1.65%
28 15.556 2251 2256 2266 rBV 1135403 1695591 27.61%

Ul
Ul
N
R

[CRCHRNECE]
Ul
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o
R

29 16.009 2329 2333 2338 rBV2 69818 102602 1.67% 215%
30 16.215 2364 2368 2377 rVB 96817 202028 3.29% 423%
31 16.533 2418 2422 2430 rVB2 62538 108102 1.76% ©.226%
32 16.968 2490 2496 2505 rBV3 66641 181218 2.95% 0.379%

33 17.856 2643 2647 2658 rVB2 69372 170240 2.77% 0.356%

Sum of corrected areas: 47817012
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071522\

BF129242.D
: 15 Jul 2022 17:10
: CG\JU
: N3649-06
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 Hexadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.804 3.23 ng 354476  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1618 (11.804 min): BF129242.D\data.ms (-1615) (- m/z 74.00 100.00%

74.0
50001 431
143.0 ‘50 1o
H 101.0 1851 2272 9704 11.50 12.00
Ot b b S e B9S2 86,95 71.23%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 — A
430 11.50 12.00
143.0 m/z 43.10 41.87%
101.0 1850 2270 2700
L A Lree \ | |
O‘\\\\‘\\\\‘\\“\\‘}‘1\\“\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
74.0
— —r
11.50 12.00
m/z 55.05 28.60%
5000 43.0 270.0
1430 227.0
101.0 185.0
o NV 7 PR NG U S
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109317: Methyl 11-methyl-dodecanoate P ——
74.0 11.50 12.00
m/z 41.10 27.38%
5000
1430 185.0
e
) S50 S SV N — - —
m/z--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.933 8.86 ng 974024  Phenanthrene-d1e 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 1640 (11.933 min): BF129242.D\data.ms (-1636) (- m/z 73.00 100.00%
43.1 ,73.0
5000
129.0
1711 213.2 T
L e T =
Rt T m/z 43.10 94.01%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 1710 213.0 256.0 m/z 60.00 93.14%
ob— “MH‘H H‘ \\hH\ H‘\ mi ‘ ‘ ‘ . \‘ ““ I “\‘ ——
miz--> 50 150 200 250
Abundance
73.0
——
430 12.00
5000 129.0 m/z 57.10 71.83%
171.0
214.0
L e
m/iz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 41.10 71.40%
5000 129.0
‘ 199.0 2420
oL “‘ H H‘H HH\‘\ \\hH ‘\H ul ‘ 1‘67“ AN ‘\ . “\‘ — —r
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10

Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Octadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.721 14.85 ng 1631580  Phenanthrene-d10 11.422
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1774 (12.721 min): BF129242.D\data.ms (-1770) (- m/z 43.10 100.00%

3.1 73.0
5000 129.0
185.2 241.2 T U

‘ 284.% 12.50 13.00
0’ i bbb L myz 73.00 98.25%
m/z--> 150 200 250
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 R T
12.50 13.00
‘ 185.0 a0 284 m/z 60.00  85.48%
o] “ \“\‘\ h ‘H‘ M”\ u‘u‘\ Ly | - L1 . ““ — ““
miz--> 100 150 200 250
Abundance
43.0 73.0
— T —
12.50 13.00
5000 129.0 m/z 57.05 84.33%
199.0 2420
0 167.0
e e e
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00
m/z 55.10 72.48%
5000 129.0
97.0 1710 2130 256.0
o) ‘M‘H‘H U!‘ i ‘\ Hh”\ ‘H‘\ ul ‘ ‘ ‘ . \‘ N P —— —r—
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 Dodecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.774 4.63 ng 454665  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 78
Abundance Scan 1783 (12.774 min): BF129242.D\data.ms (-1781) (-} ' m/z 57.10 100.00%
57.1
o NWA/wa\m\wwwuk
91 12:50 13.00
41.1183.2 ' ‘
(I ““ k u‘u“L 1411882 23802810 n7 7110 65.72%
miz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 i —
12.50 13.00
9.0 141.0 m/z 43.10 60.15%
OL\S-\J\M“\‘“‘\“M\“L \“‘\‘\ !“‘\1\-8\4.\.(‘)\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
12.50 13.00
5000 m/z 85.10 54.85%
99.0
0 141.0183.0 225.0 267.0 309.0  367.(
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T ——
57.0 12.50 13.00
m/z 99.10 17.75%
5000
9.0
||| 14101830 2540
o b dd g 1701880 240 SR AL SN\
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.486 3.61 ng 354761 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1904 (13.486 min): BF129242.D\data.ms (-1899) (- m/z 57.10 100.00%
57.1
. JLL
1350
41.0183.1 :
ol u‘u A “‘MM‘ 181018312251 2821 m/z 71.1e 67.91%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 T
13.50
m/z 43.05 62.87%
0 \141018302250 282.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
13.50
5000 m/z 85.10 47 .56%
99.0
0 141.0183.0225.0267.0309.0 365.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo- —
57.0 13.50
m/z 55.00  23.23%
w /\”V\M\/‘/\’\J\/W
155.0 281.0
ol A b “ L1 /38r028907 (7 —
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF071522.M Mon Jul 18 14:17:07 2022

Page:

7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10

Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: 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 Triphenylphosphine oxide Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.157 2.03 ng 199733  Chrysene-di12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 53
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
5 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 36

Abundance Scan 2018 (14.157 min): BF129242.D\data.ms (-2014) (- m/z 277.10 100.00%
277.1
5000 A\
o 1519 1990 S ——
30 d ‘ 1150 ‘ ‘ H ‘ 14.00 14.50
ol a2 b bR 2370 4 385 sz 278,10 32.26%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — ——
14.00 14.50
77.0 199.0 77.00  27.26%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ L ““\ T \“\ U T T T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
277.0
14 OO 14 50
5000 ITI/Z 199.00 20.92%
77.0 183.0
oL 390 128.0 228.0
e e i s e o
m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0 1400 1450
m/z 182.95 20.09%
5000
o 183.0
131.0
SN P 1 O .Y N
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF0O715

22.M Mon Jul 18 14:17:09 2022

Page:

8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 7 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.539 4.18 ng 410234  Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2083 (14.539 min): BF129242.D\data.ms (-2077) (- m/z 57.10 100.00%
57.1
- w
9.1 S :
|11 141018320052 2810 3411 1459
0 “ﬁ‘*ﬂﬂ“ﬁ‘ b e T e e e e m/z 71.10 65.47%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
14.50
m/z 43.10 60.94%
ol ‘L‘ L \\ | 141.0183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
14.50
5000 m/z 85.10 48.77%
99.0
141.0183.0225.0267.0 3380
oL b L
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 14.50
m/z 55.05 22.07%
- \\/\\/\jw
ol ‘\‘ “\\ H | 1410183.0225.0267.0300.0_ 3650
e “““‘ A T P
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octacosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.833 2.08 ng 175957  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 81
2 Eicosane 282 C20H42 000112-95-8 81
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 76
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 74
5 Tetracosane 338 C24H50 000646-31-1 74

Abundance Scan 2133 (14.833 min): BF129242.D\data.ms (-2127) (|  m/z 57.10 100.00%
57.1
14‘56 ‘15‘00‘
ol :‘“ A “‘u“\ L% “"1“‘??"2‘2‘2‘5“2‘2‘?7‘3‘ 2408 n/z 43.10  62.52%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
14.50 15.00
m/z 71.05 61.42%
oLy I} H ] 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— —
14.50 15.00
5000 m/z 85.05 45 .,38%
990 141.0183.02050 2820
ol e e
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl- — —
43.0 14.50 15.00
m/z 55.05 28.78%
5000
5.0
2 22
ol A LL 2001600 2500680 B
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 9 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.021 4.00 ng 338768  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
Abundance Scan 2165 (15.021 min): BF129242.D\data.ms (-2160) (- m/z 57.05 100.00%
57.0
15.00 |
1411 .
ol u‘u A H‘ L, 39rd 253129513411 m/z 71.10  67.26%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— :
15.00
m/z 43.10 61.52%
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
15.00
5000 m/z 85.10 44 ,94%
99.0
0150 141.0183.0225.0  296.0
T e T e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane — ‘
57.0 15.00
m/z 55.05 23.57%
- W\JL/VM
ol ‘L‘ 1y M | 141:0183.0225.0267.0309.0_ 367.0
e S P
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@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 10 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.215 2.38 ng 202028 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2368 (16.215 min): BF129242.D\data.ms (-2364) (- m/z 57.10 100.00%

57.1
5000

99.0 — —

1600 1650
1411 1930 281.0 :
L D02 2892 2800 3050 hyz 7110 63.99%

. T ‘\ ‘
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0

5000 — e
16.00 16.50

m/z 43.10 56.33%

99.0
oLl 11018302250 2050 35C
L ‘ T T \ \ L ‘ \ L ‘ L ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance

o

57.0
— —
16.00 16.50
5000 m/z 85.10 52.53%
99.0
0 141.0 183.0 225.0 281.0 338.0
T T T T T e e
mlz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 16.00 16.50

m/z 55.00 27.62%

99.0
239.0
ol Ly 34101830 P 5g10 3230 BN

m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 11 Tetratetracontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.968 2.14 ng 181218 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2496 (16.968 min): BF129242.D\data.ms (-2490) (. m/z 57.10 100.00%
57.1

5000 MMM
17.00
155.0 281.1 :
o AR 200w maap es.esk
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 T T T
17.00
‘ m/z 43.10 53.43%
O‘\\“\\‘J\j\\J\?-\lz\z\‘.?\]\-gz\.c\)\\‘2\\8%“0\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
——
17.00
5000 ITI/Z 85.05 47 .33%
0 127.0197.0 281.0  394.0
[ T e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane —
57.0 17.00
m/z 55.05  29.82%
ol | 1 | }27:0197.0 267.0337.0407.0 491.0562.0
R e R R L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 12 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.856 2.01 ng 170240  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 86
Abundance Scan 2647 (17.856 min): BF129242.D\data.ms (-2643) (-} ' m/z 57.05 100.00%
57.0
5000 VMWWWWWVw/\meWMMM%N
— ——
U H 1411 189.1 24112610 327. 1750 18.00
0 H“‘\H‘\“\!\ ‘w\m‘\‘w um\ s m‘\‘ K. N P m/z 71.10 65.12%
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 — e
17.50 18.00
m/z 43.05 59.91%
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— ——
17.50 18.00
m/z 85.10 42.55%
5000 85.0
o 127.0169.0 2250 295.0337.,0
e L I e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ T
57.0 17.50 18.00
m/z 69.05 22.81%
- WMMM
ol ‘L‘ 1 M | 141:0183.0225.0267.0309.0_367.0
L e e A T e T B — —
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71522\
Data File : BF129242.D

Acqg On : 15 Jul 2022 17:10
Operator : CG\JU

Sample : N3649-06

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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|
Hexadecanoic ac... 11.804 3.2 ng 354476 4 11.422 2197630 20.0
n-Hexadecanoic ... 11.933 8.9 ng 974024 4 11.422 2197630 20.0
Octadecanoic acid 12.721 14.9 ng 1631580 4 11.422 2197630 20.0
Dodecane, 2-met... 12.774 4.6 ng 454665 5 14.068 1963440 20.0
Eicosane 13.486 3.6 ng 354761 5 14.068 1963440 20.0
Triphenylphosph... 14.157 2.0 ng 199733 5 14.068 1963440 20.0
Hexacosane 14.539 4.2 ng 410234 5 14.068 1963440 20.0
Octacosane 14.833 2.1 ng 175957 6 15.557 1695590 20.0
Heneicosane 15.021 4.0 ng 338768 6 15.557 1695590 20.0
Pentacosane 16.215 2.4 ng 202028 6 15.557 1695590 20.0
Tetratetracontane 16.968 2.1 ng 181218 6 15.557 1695590 20.0
Heptacosane 17.856 2.0 ng 176240 6 15.557 1695590 20.0
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