LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129710.D

Acqg On ¢ 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc :

ALS vial : 3  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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129710.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.487 539 544 547 rBV 5610236 5340845 68.93% 11.781%
2 6.492 716 715 718 rBV 4692124 5533659 71.41% 12.207%
3 6.834 769 773 777 rBV 1498646 1178674 15.21% 2.600%
4 7.404 864 870 873 rBV 3381052 3794737 48.97% 8.371%
5 8.116 986 991 995 rBV 1818631 1670944 21.56% 3.686%

6 9.198 1168 1175 1178 rBV 6891330 7219704 93.17% 15.
7 9.875 1284 1290 1293 rBV 2312871 1982275 25.58%
8 10.675 1419 1426 1429 rBV 4730701 4459967 57.56%
9 11.369 1539 1544 1547 rBV 2141702 2003211 25.85%
10 12.757 1777 1780 1783 rBV 312999 238011 3.07%
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w
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11 12.957 1808 1814 1817 rBV 7516534 7748670 100.00% 17.093%
12 13.463 1896 1900 1903 rBV 212180 170285 2.20%
13 14.015 1989 1994 1997 rBV 1609921 1534826 19.81%
14 14.098 2002 2008 2013 rBV 304241 344792  4.45%

OO wo
~N
[9))
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R

15 14.757 2117 2120 2124 rBV 87026 86056 1.11% 190%
16 15.092 2173 2177 2188 rVB 113553 150337 1.94% ©.332%
17 15.486 2237 2244 2251 rVB 983288 1309058 16.89%  2.888%
18 15.898 2310 2314 2320 rVB 94609 132019 1.70% ©.291%
19 16.398 2394 2399 2407 rVB 80517 142600 1.84% 0.315%
20 16.986 2494 2499 2515 rVB6 69477 204450 2.64% 0.451%
21 17.680 2613 2617 2625 rVB3 39822 87710 1.13% ©.193%

Sum of corrected areas: 45332830
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129710.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06

Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 1 Hexadecanoic acid, 1,1-dime... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.757 3.10 ng 238011  Chrysene-di2 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 95

2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 94
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 64
4 Piperidin-4-carboxylic acid 129 C6H11NO2 000498-94-2 38

5 1,3-Hexanediol, 2-ethyl- (isomer 1) 146 C8H1802 1000484-18-2 32

Abundance Scan 1780 (12.757 min): BF129710.D\data.ms (-1777) (-
56.0

5000
257.3

1291 — A
h m 97.0 1711 2132 ‘ 1250 13.00
L

b4 u““m ik B B2 iz s7.05  60.09%
m/z--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1 dimethylethyl ester

56.0
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12.50 13.00
m/z 41.10 41.31%

m/z 56.05 100.00%

9701 257.0
it ‘\ JTOIY amso IO i
miz--> 50 100 150 200 250 300
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56.0
P P
12.50 13.00
5000 ITI/Z 43.10 39.05%
129.0 257.0
97.0 185.0 5190 312.(
S e e T
miz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester e e
56.0 12.50 13.00
m/z 55.05 33.47%
5000
257.0
LTS o a0 | i
T T T ’ T \‘\ T ‘ ‘\ \‘ \‘\ ‘ T T T T ‘ T T T T ‘ \‘ T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06

Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 2 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.463 2.22 ng 170285  Chrysene-di2 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 93
2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 87
3 Butyl myristate 284 C18H3602 000110-36-1 72
4 Piperidin-4-carboxylic acid 129 C6H11NO2 000498-94-2 38
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1900 (13.463 min): BF129710.D\data.ms (-1896) (- m/z 56.05 100.00%
56.0
5000 ANM
129.1 285.3 L R
185.2 2412 . 13.50
340.:
3 ‘\H“\W \“ o “ T \‘ T \L\ \H\ T } T m/Z 57.05 62.5400
miz--> 50 100 150 200 250 300
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 T
129.0 13.50
' m/z 43.05 39.00%
‘ ‘ 1850 2410 340.(
T “\ ‘\‘ ‘ ‘\‘ 3 ‘\Mh\w \‘ ‘ T \‘ \‘\ “ T ‘\ \‘ “\ ‘\ \H\ ‘ 1T !‘ ‘
miz--> 50 100 150 200 250 300
Abundance
56.0
——
13.50
5000 m/z 41.05 36.23%
285.0
129.0
93.0 185.0 2410 340.(
e L T
m/iz--> 50 100 150 200 250 300
Abundance #179088: Butyl myristate T
56.0 13.50
m/z 54.95 32.57%
5000 229.0
‘ ‘ 129.0 185.0 ‘ 284.0
sl T L S
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.098 4.49 ng 344792  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 59
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 40
Abundance Scan 2008 (14.098 min): BF129710.D\data.ms (-2002) (- m/z 277.10 100.00%
2771
5000 ﬁ
77.1 199.0 =t —
39 ‘ 1150 152.1 ‘ H 14.00 14.50
S300 o uso 4o b beseo L 78010 30.52%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 Cop :
14.00 14.50
77.0 199.0 m/z 77.10 21.29%
152.0
\2\7\‘0\ ‘}‘ T T “\ T ‘ T T L ““\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz-> 50 100 150 200 250 300
Abundance
277.0
gl :
14.00 14.50
5000 m/z 199.00 19.90%
77.0 183.0
39.0 128.0 228.0
— e e
m/iz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h e —
277.0 14.00 14.50
m/z 201.10 18.10%
5000
77.0 183.0
| ‘ 131.0 ‘ ‘ ‘
S N VS el N NN S SRAS Wy
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\BF@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.092 2.30 ng 150337  Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Docosane, 1-iodo- 436 C22H45I 1000406-31-9 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
Abundance Scan 2177 (15.092 min): BF129710.D\data.ms (-2173) (-} ' m/z 57.10 100.00%
57.1
15.00 |
- “m LL “ L340 20712531 3000 3550 0 7105 67.25%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — :
15.00
9.0 m/z 43.10 62.44%
L\S'\d\ “‘\ “‘ \h‘\ h“ \“ \%4\1‘0\ ]\-8\3\()‘ \22\5\(\)‘ L \29\6‘.(\)\ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— T \
15.00
5000 m/z 85.10 52.07%
99.0
141.0183.0 225.0 267.0 309.0 367
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane T
57.0 15.00
m/z 55.05 25.33%
- M
141 0
vy wL | 14018302250 267.0 309.0 3520 -
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@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.898 2.02 ng 132019 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2314 (15.898 min): BF129710.D\data.ms (-2310) (-} | m/z 57.05 100.00%
57.0
w0 NAm,%wwwM}\MW¢A»«~MJ
90 — —
15.50 16.00
- ‘ ““ L, H LR ALl 2651 381, 71.18 73.56%
mfz--> 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 — e
15.50 16.00
m/z 43.05 59.04%
\‘ “ b H\ A 1‘41018302250 282.0
\\\‘\ \\‘\\\\’\\\\‘\\\\\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
— ——
15.50 16.00
5000 ITI/Z 85.10 50.70%
0
141.0 183.0 268.0
— e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane o ——
57.0 15.50 16.00
m/z 55.10 20.88%
. WAMWMMWWMJ\MWAMVWWWJ
| L L M | 14101830 225.0 267.0 309.0 _367.
i I S AR B S e i S Ly — ——
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Dotriacontane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.398 2.18 ng 142600  Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2399 (16.398 min): BF129710.D\data.ms (-2394) (- m/z 57.10 100.00%
57.1
1600 1650
169.1 253.0 . .
ma‘u “‘m]n‘ Ly Dt 383wz 71.e5  74.80%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 — ——
16.00 16.50
m/z 43.10 60.15%
N ‘\‘ H || 16902250 29503510 4494
\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
— ——
16.00 16.50
5000 m/z 85.10 56.14%
0
169.0 2250 296.0
A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 16.00 16.50
m/z 55.10 25.66%
o \MmmMVWWWJ\MﬁA“WMWWW
1 ‘L | ]ﬂ | 1690 2250 2810 3650
“““““‘H,‘“‘_“‘“H““‘w““‘u“,‘ P e
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Octadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.986 3.12 ng 204450  Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Tetratetracontane 619 C44H90 007098-22-8 53
3 Octacosane 394 (C28H58 000630-02-4 53
4 Pentacosane 352 (C25H52 000629-99-2 52
5 1-Iodoundecane 282 C11H23I 004282-44-4 52
Abundance Scan 2499 (16.986 min): BF129710.D\data.ms (-2494) (- m/z 57.10 100.00%
57.1
5000 N\‘/LJW
360.1
152.0 —
“ 281.1 17.00
“HM‘M‘jiw#MHMquHWWHH‘H‘WH‘WH‘W‘HW‘HW‘H m/z 71.05 65.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141058: Octadecane
57.0
5000 T
17.00
m/z 85.10 49.93%
Lo 2sa0
‘HH‘HH‘HH‘\‘H‘\’\\H‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
—
17.00
5000 m/z 43.10 49.43%

127.0197,0 267.0337.0407.0 491.0562.0

mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane —
57.0 17.00
m/z 360.15 34.23%

-

5000

|11 2270 197 0 281.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.00

§>
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081122\
Data File : BF129710.D

Acqg On : 11 Aug 2022 11:06
Operator : CG\JU

Sample : PB146625BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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... 12.757 3.1 ng 238011 5 14.015 1534830 20.0
Octadecanoic ac... 13.463 2.2 ng 170285 5 14.015 1534830 20.0
Triphenylphosph... 14.098 4.5 ng 344792 5 14.015 1534830 20.0
Heneicosane 15.092 2.3 ng 150337 6 15.486 1309060 20.0
Eicosane 15.898 2.0 ng 132019 6 15.486 1309060 20.0
Dotriacontane, ... 16.398 2.2 ng 142600 6 15.486 1309060 20.0
Octadecane 16.986 3.1 ng 204450 6 15.486 1309060 20.0
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