Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

BF128674.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 03 Jun 2022 12:17
: CG\JU
: N2987-15

: 6 Sample Multiplier: 1

rteint.p

: TIC: BF128674.D\data.ms

peak R.T. first max 1

# min

.104
.187
.863
10.657
106 11.351

O O 0

11 11.880
12 12.022
13 12.098
14 12.663
15 12.939

16 13.886
17 13.986
18 14.086
19 14.298
20 14.533

21 14.851
22 15.110
23 15.451
24 15.492
25 15.927

26 16.057
27 17.e021

scan scan s

984 989
1167 1173 1
1283 1288 1
1417 1423 1
1536 1541 1

1625 1631 1
1651 1655 1
1662 1668 1
1759 1764 1
1806 1811 1

1966 1972 1
1985 1989 1
2001 2006 2
2037 2042 2
2076 2082 2

2131 2136 2
2177 2180 2
2233 2238 2
2243 2245 2
2314 2319 2

2331 2341 2
2501 2505 2

ast
can

992
176
291
426
544

639
662
679
773
814

985
993
012
049
094

142
183
243
253
324

342
511

Sum

PK
TY

rVB
rVB
rBv
rvB
rBv

rBv
rBv
rBv
rBv
rBv

rBv
rBv3
rVB6
rBv
rBv

rvv3
rvB
rBv
rvVB4
rBv1e

rBvV5
rBv2
rBv
rvB
rBv

rBvo
rvBe3

of corrected areas:

peak
height
24466
2419076
2358735
746863
1811107

889966
3041914
926326
2171230
913859

295264
44686
40025

112498

3201451

87499
571279
369160

20272

22416

23842
38372
387165
24358
49674

42712
21954

8270-BF060222.M Mon Jun 06 16:28:10 2022

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.
area % max.

31333 1.
2446268 80.
2475091 81.

578791 19.
1706071 56.

735887 24.
3033366 100.
840929 27.
2069586 68.
850615 28.

290243
70343

136643

2726646 89.

262101 8.
554130 18.
376047 12.
34570 1.
2.44%

74102

38808 1.
39902 1.
489806 16.
.01%

30566 1

71847 2.

85099 2.
38969 1.

9
2
118345 3.
4
9

64%
27%
40%
14%

28%
32%
15%

37%

81%
28%

20206104

: Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

%

of

total

OO NOO

o

ORrNR

0.367%

.192%
.197%
.424%
.151%
.356%

.421%
.193%

P027-SS004-0006-01

Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

BF128674.D
: 03 Jun 2022 12:17
: CG\JU
: N2987-15 .
P027-SS004-0006-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Time-->

8270-BF060222.M Mon Jun 06 16:28:12 2022

TIC: BF128674.D\data.ms

5.469 6.481

7.387

6.822

5.046

‘ T
2.40 2.60 2.8

I
3.00 3.20 3.40 3.60 3.8

4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF128674.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc : P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.881 6.82 ng 290243  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1631 (11.880 min): BF128674.D\data.ms (-1625) (- m/z 43.05 100.00%

5000
129.1
213.2 - LA
‘ 157.1185.1 256.3 11.50 12.00
Om‘uu‘w“u m/z 73.10  85.24%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 - =
129.0 11.50 12.00
213.0 m/z 60.00 85.22%
‘ H (ﬂ 157.0185.0 ‘
0 ]\-ﬁ R\H HH\H \M{‘\ ‘HH\\\““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
- e
11.50 12.00
5000 129.0 ITI/Z 41.05 84.77%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid == 7
73.0 11.50 12.00
43.0 m/z 55.05 78.39%
5000 129.0
185.0
H
01‘5'9“‘””‘1“J“““‘l“w”“‘ﬂ)“H“M‘MH‘HH‘H‘H‘HH“HW!HWH“ = —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc : P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 trans-Sinapyl alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.098 2.78 ng 118345  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 90
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 89
3 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 38
4 2-(1,3-Benzoxazol-2-yl)aniline 210 C13H1eN20 029483-74-7 30
5 3H-Indazol-3-one, 1,2-dihydro-1-... 210 C13H1ON20 028561-80-0 30

Abundance Scan 1668 (12.098 min): BF128674.D\data.ms (-1662) (1 m/z 167.10 100.00%

167.1
210.1
77.0
5000
51.0 106.0 135.0

K | 12.00 1250
0 ST

. m/z 210.10 75.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 4 \MWMAM‘ T \A T T ‘
12.00 12.50

77.0 121.0 ‘ m/z 77.80 54.38%
1Ll

- ‘ o ‘\‘\‘ ‘w ““‘ " MM‘ ‘HH\‘\ : \‘\H\M}\ : \mm‘ ‘\‘ ! ‘\‘\“ . ‘M““ R “‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0

o

12.00 12.50
5000 77.0 m/z 149.00 39.36%
121.0
530
29.0
0 ‘_‘m“‘\H““w_“w
m/z--> 20 40 60 80 100 120 140 160 180 200 N}h
Abundance #86916: 2-Pentanone, 1-(2,4,6-trinydroxyphenyl) Mﬂk L, — A JM
167.0 12.00 12.50
m/z 153.95 35.64%
5000
210.0
0 50830 1100 1400 | ‘ b\
R e e e L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc : P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.663 3.21 ng 136643  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1764 (12.663 min): BF128674.D\data.ms (-1759) (- m/z 43.10 100.00%

73.0
5000
1291 4g59 e o
‘ 2413 n 12,50 13.00
oL MLl ‘wwww‘ﬂwu bbb =7 m/z 60.00  83.71%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0

256.0
5000 == S
129.0 12.50 13.00
213.0 m/z 72.95 80.01%
171.0
O,
50

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.
43.0 0
S 5
12.50 13.00
5000 129.0 m/z 55.10 79.77%
1850 540 284l
oL— \“ \“\‘ W \‘H‘ “MH‘\‘ \M“ ) ISP S — | — ““
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 57.05 79.56%
5000
129.0
185.0 228.0
= ““ H\\‘u‘u“ ;M‘\‘u} “ ‘ I \u“ “\‘ \‘ — ‘\‘ — — e
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\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc : P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 9.46 ng 262101  Chrysene-di2 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 90
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 1972 (13.886 min): BF128674.D\data.ms (-1966) (- m/z 55.05 100.00%

58.0
97.0
5000
s idog
39.2 : :
okt ﬂwkmwwww‘ﬁv%wmﬁ‘wcalpqﬂ “‘%gzp“‘ ‘ m/z 43.10 92.28%
miz--> 50 100 150 200 250 300
Abundance #87653: Cyclopentadecane
83.0
41.0 210.0
5000 — —
13.50 14.00
25.0 m/z 57.10 91.10%
O T \L‘\ ‘i“"‘\ \‘ ’ 1“ \‘h‘\ ‘“ “%\GE?\ ‘ \‘ T T ‘ T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #161351: 1-Octadecano
55.0
97.0 — ——
13.50 14.00
5000 m/z 83.05 78.30%
39.0
0 49-‘5 M‘ dL *‘l | . 38202240
m/z--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene . —
43.0, 83.0 13.50 14.00
m/z 69.10 71.01%
5000
25.0
ARET LR NRET S L,
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\

Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 5 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.086 13.57 ng 376047  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 81
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 38
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 23

Abundance Scan 2006 (14.086 min): BF128674.D\data.ms (-2001) (-]
277.1

m/z 277.10 100.00%

%

5000
77.0
T T
39# ‘ 115.1 15\2'1 ‘ H 14.00
o AR R 1t S N N S m/z 278.15  32.27%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —L :
152.0 14.00
m/z 77.00 26.18%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H ?3"3-‘0‘ R
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T T
14.00
5000 ITI/Z 199.00 23.28%
77.0 183.0
ST B L “« U‘ 280 4
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy b
277.0 14.00
m/z 201.10 22.20%
5000
77.0 183.0
e
bbb L S L.
m/z--> 50 100 150 200 250 300 14.00

8270-BF060222.M Mon Jun 06 16:28:17 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P027-SS004-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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 6 3-Chloropropionic acid, hep...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.533 2.67 ng 74102  Chrysene-d12 13.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Chloropropionic acid, heptadec... 346 C20H39C102

2 Dotriacontyl propyl ether 509 C35H720
3 Docosyl propyl ether 368 C25H520

4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502

5 17-Pentatriacontene 491 C35H70

Abundance Scan 2082 (14.533 min): BF128674.D\data.ms (-2076) (-

3

1000283-05-1 60
1000406-28-7 58
1000406-28-2 58
1000406-04-8 53
006971-40-0 49

m/z 43.10 100.00%

97.1
5000
1 \
‘ s10 2830 3950 14.50
ol h“”“”“m‘?”w‘MHH“HH_HWHH m/z 57.05 95.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #255608: 3-Chloropropionic acid, heptadecyl ester
57.0
5000 11.0 —
14.50
m/z 55.05 73.49%
O W‘IIM\‘“W“\ T \\2%(\)\(\)\2‘6\3\(\)\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339317: Dotriacontyl propyl ether
43.0
1 \
14.50
5000 7.0 m/z 83.10  72.40%
b L L1 [3P32,209.0 264.0 3200 3780 448.0.
“““‘ A e T T e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #277626: Docosyl propyl ether T ‘
43.0 14.50
m/z 97.10 67.12%
5000
7.0
““‘H‘ “‘w““ D —
m/z--> 50 100 150 200 250 300 350 400 450 14.50

8270-BF060222.M Mon Jun 06 16:28:19 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P027-SS004-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.927 2.93 ng 71847  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 87

Abundance Scan 2319 (15.927 min): BF128674.D\data.ms (-2314) (-]

m/z 57.10 100.00%

57.1
5000
113.1 16.00
‘ ‘ “ 183.2 283.0 16.00
ol bbb b S L S m/z 43.10 69.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 T T
16.00
m/z 71.10 54.04%
UL i339,2090 2250 2820
O\\‘“\“\‘\”\“‘\“‘\“\““\‘\\l\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275538: Hexacosane
57.0
——
16.00
5000 ITI/Z 85.05 43.89%
Lol L 1080 zz50 asno s
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane —
57.0 16.00
m/z 55.05 22.36%
h MAWMM%WMWﬂMjﬂ\wNw%M
ol | h‘ 170 1600 2250 3000 365.0 4361
e ““““““““‘ T T ——
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF060222.M Mon Jun 06 16:28:20 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P027-SS004-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosyl trifluoroacetate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
‘16.657 3.47ng 85099 perylene-diz 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl trifluoroacetate 506 C30HS7F302  1000351-74-9 81

2 Tetratriacontyl heptafluorobutyrate 691 C38H69F702
669 C39H73F502
647 C40H77F302
641 C37H69F502

3 Hexatriacontyl pentafluoropropio...
4 Octatriacontyl trifluoroacetate
5 Tetratriacontyl pentafluoropropi...

Abundance Scan 2341 (16.057 min): BF128674.D\data.ms (-2331) (-]

3

5000
351208.1281.9  414.4
ol [ T T R
m/z--> 0 50 100150200250300350400450500550600650
Abundance #339001: Octacosyl trifluoroacetate
57.0
5000
ohd %B“ ‘2100 292.0364.0437.0
TTT ‘ WTV THT HF\‘TH'\‘\H\‘WHw\HF’HH‘HH‘HH’HH‘HH‘HH

m/z--> 0 50 100150200250300350400450500550600650

Abundance #349033: Tetratriacontyl heptafluorobutyrate
57.0
5000
9.0
oh JJ%“ | 222.0 306.0 390.0 476.0 672
RN R B e AR AL ARARRRR RARRIRRARSENAS
m/z--> 0 50 100150200250300350400450500550600650

1000351-84-1 81
1000351-89-0 81
1000351-88-7 81
1000351-81-5 81

m/z 43.10 100.00%

3

16.00

m/z 57.05 80.08%

-

16.00

m/z 55.10  79.40%

%

16.00

m/z 97.05 52.71%

?

Abundance #348587: Hexatriacontyl pentafluoropropionate
57.0 16.00
m/z 41.10 52.65%
o WMW
0 *?“‘ 222.0 306.0377.0 504.0 650.0
‘HWH‘WHH‘HHM‘HMH‘_H"HWHH‘HHM‘HMH‘_HW‘H‘ —
m/z--> 0 50 100150200250300350400450500550600650 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060322\
Data File : BF128674.D

Acqg On : 03 Jun 2022 12:17

Operator : CG\JU

Sample : N2987-15 :
Misc : P027-SS004-0006-01

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 ... 11.881 6.8 ng 290243 4 11.351 850615 20.0
trans-Sinapyl a... 12.098 2.8 ng 118345 4 11.351 850615 20.0
Octadecanoic acid 12.663 3.2 ng 136643 4 11.351 850615 20.0
Cyclopentadecane 13.886 9.5 ng 262101 5 13.992 554130 20.0
Triphenylphosph... 14.086 13.6 ng 376047 5 13.992 554130 20.0
3-Chloropropion... 14.533 2.7 ng 74102 5 13.992 554130 20.0
Eicosane 15.927 2.9 ng 71847 6 15.451 489806 20.0
Octacosyl trifl... 16.057 3.5 ng 85099 6 15.451 489806 20.0
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