LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS Vvial : 12 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128524.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.081 472 475 481 rVB 56041 70682 1.11% 0.151%
2 5.457 533 539 542 rBV 4667910 5160422 81.10% 11.059%
3 6.287 672 680 693 rBv2 41721 100975 1.59% 0.216%
4 6.463 703 710 713 rBV 4505853 5239407 82.34% 11.229%
5 6.575 726 729 739 rBV 119378 124018 1.95% 0.266%

6 6.839 770 774 777 rVB 1655701 1453275 22.84% 3

7 7.398 864 869 872 rBV 3310406 3634157 57.11% 7

8 7.598 898 903 906 rvB 117519 112832 1.77%  ©.242%

9 8.116 987 991 995 rBV 1982217 1934037 30.39% 4
9.198 1169 1175 1178 rBV 6206353 6363262 100.00% 13.

11  9.875 1283 1290 1294 rBV 2586561 2261997 35.55%
12 10.663 1418 1424 1428 rBV 3917573 4080361 64.12%
13 11.310 1531 1534 1538 rBV 60002 68295 1.07%
14 11.363 1538 1543 1546 rVV 2765302 2312598 36.34%
15 11.898 1629 1634 1638 rBV 836636 878340 13.80%
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16 12.068 1660 1663 1674 rVB2 53323 72936  1.15%
17 12.680 1763 1767 1780 rBV 426172 435667 6.85% 0.934%
18 12.957 1809 1814 1817 rBV 6246690 6181645 97.15% 13.248%
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19 13.498 1901 1906 1909 rBV3 58574 77704 1.22% 0.167%
20 13.533 1909 1912 1918 rVB2 64537 85381 1.34% 0.183%

21 13.886 1965 1972 1986 rBvV2 227677 800299 12.58%
22 14.004 1987 1992 1995 rBV 2004171 1909546 30.01%
23 14.098 2001 2008 2014 rBV 1030313 1296610 20.38%
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24 14.180 2019 2022 2025 rVB 70826 69893 1.10% 150%
25 14.480 2070 2073 2077 rBV 85159 74736 1.17% 160%
26 15.133 2180 2184 2191 rVB 90163 116314 1.83% 0.249%
27 15.468 2235 2241 2245 rBV 1059749 1327841 20.87% 2.846%
28 15.956 2319 2324 2330 rBvV2 51991 78883 1.24% 0.169%
29 16.080 2336 2345 2361 rBvV8 54200 272408 4.28% 0.584%
30 16.751 2456 2459 2469 rVB8 33193 66343 1.04% 0.142%
Sum of corrected areas: 46660864
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128524.D\data.ms
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Abundance TIC: BF128524.D\data.ms
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Abundance TIC: BF128524.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\

Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc P010-SS003-0006-01
ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.898 7.60 ng 878340  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1634 (11.898 min): BF128524.D\data.ms (-1629) (| m/z 43.85 100.00%
5000 129.0
B3.1
213.2 — =l
| ‘17‘12‘ ‘ 256.3 11.50 12.00
0 Lt L L L b L8290 hyy 73,00 98.56%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
‘ 171.0 213.0 256.0 m/z 60.00 94.33%
Obr—— ‘\M ‘\SHH‘PM\M\ \““\ \‘ \‘\ “ T ‘L\ LA
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 82.17%
29. 185.0 541 284.0
o W SN N W
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid - —
73.0 11.50 12.00
m/z 55.10 80.29%
5000 129.0
29.
199.0 242.0
ol A oot | [
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.680 3.77 ng 435667  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1767 (12.680 min): BF128524.D\data.ms (-1763) (- m/z 43.05 100.00%
43.0 73.1
5000 129.1
185.2 241.2 [ — T 1
‘ 284.% 12.50 13.00
ob——, bdsghgar L b b b L T m/z 73,180 94.38%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — S
12.50 13.00
284.C o
‘ 185.0 241.0 ‘ m/z 57.05 88.54%
ol— “‘ ‘i \“ h!\‘ ‘\H““\‘H‘u‘ ‘M " H w“‘ ‘ L, ‘L \“r “ - \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
= —
12.50 13.00
5000 129.0 m/z 59.95 86.60%
‘ 199.0 2420
oL— L‘ ‘; \‘ ‘H‘M UM “HM\‘\‘ Hhm\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN “\ o —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid ——— =
60.0 12.50 13.00
m/z 55.05 74.34%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M ‘H‘H W “H“‘\‘ Hh“‘\ ;\u‘\‘ ul ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ - - =
m/z--> 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@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1-Nonadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 8.38 ng 800299  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91
Abundance Scan 1972 (13.886 min): BF128524.D\data.ms (-1965) (- m/z 57.05 100.00%
57.0
97.0
5000
— ——
| * 182.32231 277.0 7. o0 14.00
ol MR LE QT 28232281 2170 381wz 43.10 94.13%
miz--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 97.0
5000 — —
13.50 14.00
266.0 m/z 55.10 93.43%
OL\S\\‘\ “\‘“\‘\\‘ % ‘h ‘”\H\ \%-\0‘2\2\4\‘0\’\‘\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
— —
13.50 14.00
5000 m/z 83.10 80.81%
0 19'@ | \‘ “‘ \H\ 1‘ \‘\ h 181 O 222 0 264.0 308.0
Tl : = T
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane T —
57.0 13.50 14.00
97.0 m/z 97.05 72.84%
h J\/\J\/\Jw
olso | L[] | [ 1390 1060 2690 3200
e R R B L e e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052722\

BF128524.D

: 27 May 2022 22:29
: CG\JU
: N2927-01

: 12 Sample Multiplier: 1

P010-SS003-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

14.098 13.58 ng

Hit# of 5

4 Triphenylphosphine oxide

Concentration Rank 1

EstConc Area Relative to ISTD R.T.
""""""""""""""" 1296610 Chrysene-d12  14.004
Tentative ID MW MolForm CASH# Qual
""""""""""""""""""""""" 278 C18HISOP  000791-28-6 93

1 Triphenylphosphine oxide

2 (E)-7-Benzylidene-1-azabicyclo[3... 293

3 Formaldehyde, (triphenylphosphor...
4 4-Nitro-4'-methyldiphenylsulfone

5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277

C15H19NO3S
304 C19H17N2P
C13H11NO4S
C18H15N02

277

1000483-83-4 87
015990-54-2 50
004094-37-5 43
299962-12-2 37

Abundance Scan 2008 (14.098 min): BF128524.D\data.ms (-2001) (-
277.1

m/z 277.10 100.00%

I

5000
i 183.1 — —
14.00 14.50
ob ‘?"9‘(#‘“ u‘uluz??‘” “‘ H 2282 1 854 n/z 278.10  33.40%
miz--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T —
152.0 14.00 14.50
m/z 77.10  27.20%
5.0
oL \‘ \‘ “ “\ ‘M‘\H“ “‘ ‘\‘r””hi‘ n \H\ “\ \‘ }\‘ e
miz--> 50 100 150 200 250 300

5000

ow?:g‘d

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y

277.0

183.0

128 O‘u “ ‘\ H 228.0

L
350 }\

\ 1
14.00 14.50

m/z 183.10  22.45%

m/z-->

5000

7.0 183.0
|

=0,

100 150 200 250 300 350 Jﬂ\

Abundance #204686.Fonnmdehyde,anhenwphosphoranyhdene)h ]
277.0

‘
14.00 14.50
m/z 199.05 22.38%

m/z-->

[\ JRSRMENE TSNS W ST N W 1 M —
50 100 150 200 250 300 350 14.00 14.50

|
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.080 4.10 ng 272408  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 89
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 89
4 1-Tricosene 322 C23H46 018835-32-0 76
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 76
Abundance Scan 2345 (16.080 min): BF128524.D\data.ms (-2336) (- m/z 43.10 100.00%
43.1
207.1 — ‘
5.2
\ %h ‘ \ 283.1 3549 o p
O‘H‘\‘\vaﬂwamh"‘WHH‘HH‘HH‘HHM‘HM‘HMH‘_‘ m/z 57.10  92.24%
m/z--> 0 50 100150200 250 300 350400450 500550600650
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 —— :
16.00
m/z 55.00 68.29%
. 1 ‘ Folge 0269.0
‘\H[HHWHH HH‘\H\[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
N T
16.00
5000 m/z 97.00 63.41%
oL UL 02380 434.0
e e e e e e
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 16.00
m/z 69.10 56.27%
- W
o] FF, )220 3600 648
e e e e e e e e e
m/z--> 0 50 100150200 250300 350400450500 550600 650 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52722\
Data File : BF128524.D

Acqg On : 27 May 2022 22:29

Operator : CG\JU

Sample : N2927-01 :
Misc : P010-SS003-0006-01

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
n-Hexadecanoic ... 11.898 7.6 ng 878340 4 11.363 2312600 20.0
Octadecanoic acid 12.680 3.8 ng 435667 4 11.363 2312600 20.0
1-Nonadecene 13.886 8.4 ng 800299 5 14.004 1909550 20.0
Triphenylphosph... 14.098  13.6 ng 1296610 5 14.004 1909550 20.0
Trifluoroacetox... 16.080 4.1 ng 272408 6 15.468 1327840 20.0
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