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 >

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM@39279.D

. 8

Parameters:

RTE

: ON
1

0.2
0

: 03 Apr 2023 15:06
: CG/JU
: 02161-04

Sample Multiplier: 1

Peak separation: 5

Method
Title

Signal

rteint.p

: TIC: BM@39279.D\data.ms

peak R.T. first

# min

6 10.728
7 13.186
8 14.563
9 15.09010
10 15.921

11 16.051
12 16.704
13 17.309
14 18.209
15 18.486

16 18.533
17 19.198
18 19.362
19 19.480
20 19.933

21 20.015
22 20.233
23 20.721
24 21.197
25 21.345

26 21.492
27 21.962
28 22.644
29 23.415
30 23.909

scan

1258
1676
1911
1972
2145

2165
2276
2379
2531
2580

2588
2700
2731
2749
2825

2837
2878
2959
3041
3066

3090
3171
3287
3418
3500

1265
1683
1917
1993
2148

2170
2281
2384
2537
2584

2592
2705
2733
2753
2830

2844
2881
2964
3045
3070

3095
3175
3291
3422
3506

last
scan

1271
1689
1922
2046
2157

2179
2293
2390
2551
2588

2604
2716
2742
2765
2835

2857
2887
2971
3050
3078

3107
3182
3299
3431
3518

Sum

PK

rBv
rBv
rBv
rBvV3
rvB2

rVB
rvB2
rBv
rvB
rBv

rvVB
rvB
rVB3
rVB
rBv

rvB2
rVB
rvB2
rBv
rVB

rBv2
rvB
rVB
rVB
rvB2

peak
height
1516809
3597247
3328560

679984
1930398

867879
4506349
1335926
2900853

527160

3596584
544611
1579266
3952099
516389

1482295
376246
239419

2176969

7490500

553733
295351
997812
994120
976790

3315301
846886
711388
594031

1481121

of corrected
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM@39279.D

: 03 Apr 2023 15:06
: CG/JU
: 02161-04

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039279.D\data.ms

5.475 7087

9.081
5.004

7.916 10.728

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM039279.D\data.ms
19.933

13.186
18.209

19.480
17.309 18.533

16.704 1’ %233
/v\_/M,ﬁ/\ ’\/\/J\\'

0
Time--> 12
Abundance

7000000
6000000
5000000
4000000
3000000
2000000
1000000

0

Time-->

8270-BM@32923

.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650 17.00 17.50 1800 18.50 19.00 1950 20.00 20.50
TIC: BM039279.D\data.ms

21.492

23.909

o 21200945 21962 22644 53 415

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.004 38.75 ng 2057430  1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Formamide, N,N-diethyl- 101 C5H11INO 000617-84-5 9

Abundance Scan 292 (5.004 min): BM039279.D\data.ms (-285) (-) m/z 43.00 100.00%

43.0
5000
101.0 e
‘ ‘ . 4.60 4.80 5.00 5.20 5.40
ol ol 1408 A9L1 2808 nyz 58.95  59.11%
miz--> 50 100 150 200 250
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T I T T[T T T T[T 71T
4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.16%
101.0
O\\‘M\H\H“”\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e A RAE o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.22%
\H | 126.0
0 “J‘M —— P P
miz--> 50 100 150 200 250
Abundance #4989: Butane, 1-ethoxy- RERREREEREREEESEEEES s
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.67%
5000 290
0 L — S
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40

8270-BM@32923.M Tue Apr 04 12:31:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 2 Octadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.010 265.59 ng 26688200 Acenaphthene-di1e 14.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1993 (15 010 min): BM039279.D\data.ms (-1972) (-

5000 129.0
185.1 241.2
‘ ‘ ‘ 284.3
L ] 340.9
o L Ll b L 3409
10

m/z 73.00 100.00%

?

T
15.00

m/z 43.05 86.79%

miz--> 0 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T ‘
15.00
m/z 60.00 82.70%
29.0 ‘ 1850 549 0 284.0
O‘\“H‘\ ‘H “‘H“‘H“H\“\\\\‘\\\\“\\\‘\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
T \
15.00
m/z 57.05 74.38%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘HM uhH M \; ‘\‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ Pt “‘ [ ‘3‘7‘2"
miz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid ——
73.0 15.00
m/z 55.00 66.70%
5000
129.0
29. 185.0 228.0
O, . ‘ .
m/z--> 50 100 150 200 250 300 350 15.00

8270-BM@32923.M Tue Apr 04 12:31:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D
Acqg On : 03 Apr 2023 15:06
Operator : CG/JU
Sample : 02161-04
Misc :
ALS vial : 8 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
3k 3k 3k 3k sk 3k >k 3k 3k ok 3k sk sk >k >k 3k 5k 5k 3k sk sk 3k 3k 3k 5k 5k sk 3k sk sk 3k 3k 3k 5k ok 3k sk sk sk >k 3k 3k sk 3k 3k sk 3k 3k 3k 5k 5k sk 3k 3k 3k sk >k >k ok ok ok sk sk sk k ko sk sk k
Peak Number 3 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.921 10.28 ng 1032550  Acenaphthene-di10 14.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenecarbothioic acid 138 C7H60S 000098-91-9 38
3 Methyl benzilate 242 C15H1403 000076-89-1 38
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 38
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 35
Abundance Scan 2148 (15.921 min): BM039279.D\data.ms (-2145) (- | m/z 105.00 100.00%
105.0
182.0
51.0 SRS
16.00
ol il Al 1 1850 | 24112820 340 .. 77 06 g5, 60%
miz--> 50 100 150 200 250 300
Abundance #56922: Benzophenone
105.0
5000 1
182.0 16.00
51.0 m/z 182.00  52.51%
0 \\‘\\}‘\\”M\\‘\\\\“\\\H\‘\\\\‘\\\\|\\\\
miz--> 50 100 150 200 250 300
Abundance #19859: Benzenecarbothioic acid
105.0
—
16.00
5000 m/z 84.00 48.17%
51.0
of40 . L
7
miz--> 50 100 150 200 250 300
Abundance #126041: Methyl benzilate T
105.0 16.00
183.0 m/z 51.00 23.50%
5000
15.0 51.0
bk | 2410, | 2420 -
m/z--> 50 100 150 200 250 300 16.00

8270-BM@329
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BMO32923 .M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 4 (E)-4-(3-Hydroxyprop-l-en-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.764 10.321ng leogs30 Phenanthrene-dle 17.310

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 (E)-4-(3-Hydroxyprop-1l-en-1-yl)-... 180 C10H1203
2 4-(1-Hydroxyallyl)-2-methoxyphenol 180 C10H1203
3 1-Hydroxy-1-(4-methoxyphenyl)pro... 180 C10H1203
4 Methyl 3-(4-hydroxy-3-methoxyphe... 210 C11H1404
5 (-)-R-Phenethanamine, 1-methyl-N... 271 C17H21NO2

Abundance Scan 2281 (16.704 min): BM039279.D\data.ms (-2276) (-

032811-40-8 99
112465-50-6 58
015482-29-8 38
056024-44-3 38

1000127-90-4 35

m/z 137.00 100.00%

137.0
180.0
5000 73.0
43.0
o 0‘ 1650  17.00
ol M\MHH M\\MHH m‘m\‘ Jy \m‘ “ ‘2‘28‘1" — ?$4;: m/z 180.00 58.89%
miz--> 50 100 150 200 250
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 — S
91.0 16.50 17.00
‘ m/z 124.00 55.99%
oL ‘H“ “H ‘m \“u u“\ M \‘H \H‘ m” ‘H‘ e ‘\ —
miz--> 50 100 150 200 250
Abundance #54362: 4-(1-Hydroxyallyl)-2-methoxypheno
137.0
o o
16.50 17.00
5000 m/Z 73.00 45.03%
180.0
91.0
[o ) E—— \\H‘\‘\‘ ‘\\‘\ “\ M‘ L‘u‘\“ “\‘ I o o
miz--> 50 100 150 200 250
Abundance #54432: 1-Hydroxy-1-(4-methoxyphenyl)propan-2-one —— ——
137.0 16.50 17.00
m/z 91.00 42.76%
5000
43.0 180.0
b ama
m/z--> 50 100 150 200 250 16.50 17.00

8270-BM@32923.M Tue Apr 04 12:31:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\

Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

TIC Library

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 5 n-Hexadecanoic acid

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.209 55.70 ng 5933100 Phenanthrene-di10 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 83

Abundance Scan 253
73

5000

7 (18.209 min): BM039279.D\data.ms (-2531) (-
.0

129.0

036

m/z--> 50
Abundance

m/z--> 50
Abundance

=

213.1
‘ 171.1 ‘ 256.1
Al L1 L 2018 3410

100 150 200 250 300 350
#143510: n-Hexadecanoic acid

60.0
5000 129.0
171.0 213.0 256.0
O' ‘\ “h““ 1‘”“\“} \‘ ‘ ‘\ \‘ \‘\ “ \“\ ‘\ T “‘\ L ‘ T ‘ T

100 150 200 250 300 350

#109281: Tetradecanoic acid
.0

129.0
185.0 228.0

5000
29.
o LA
m/z--> 50

Abundance

100 150 200 250 300 350
#92069: Tridecanoic acid

m/z--> 50

8270-BM@32923.M Tu

m/z 73.00 100.00%

%

e I
18.00 18.50

m/z 60.00 82.80%

T T
18.00 18.50

m/z 43.05 80.60%

-

T —
18.00 18.50
m/z 57.10 67.13%

%

T 7
18.00 18.50

m/z 55.05 61.74%

—

73.0
5000 129.0
2. 171.0
‘ 214.0
0 b L L ‘ N —

100 150 200 250 300 350

e Apr 04 12:31:35 2023

7 —
18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 6 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.486 8.13 ng 866172  Phenanthrene-di1e 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 96
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 94
3 1H-Purine-2,6-dione, 1-ethyl-3,7... 208 C9H12N402 039832-36-5 43
4 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 42
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 41

Abundance Scan 2584 (18.486 min): BM039279.D\data.ms (-2580) (- | m/z 208.00 100.00%

208.0
165.0
5000
77.0
. 122. L
j |, 255070 e
0! Ll L 299 | 99F m/z 165.00  53.15%
m/z--> 50 100 150 200 250 300 350
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 U
165.0 18.50
65.0 m/z 137.00 46.41%
s,
ok ‘\“H }H‘Mw‘u“‘\ d}‘ﬂ“‘\‘u‘ N ‘\m‘ \\ui\ .
m/z--> 50 100 150 200 250 300 350
Abundance #84448: trans-Sinapaldehyde
208.0
——
18.50
5000 165.0 m/z 77 .00 32.18%
710 192,
39. H
0 O I e —
m/z--> 50 100 150 200 250 300 350
Abundance #85735: 1H-Purine-2,6-dione, 1-ethyl-3,7-dihydro-3,7-dim T
208.0 18.50
m/z 180.00  29.12%
5000
109.0
67.0
‘ ‘ 165.
m/z--> 50 100 150 200 250 300 350 18.50

8270-BM@32923.M Tue Apr 04 12:31:36 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\

Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 7 trans-Sinapyl alcohol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.533 21.84 ng 2326210  Phenanthrene-di1e 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 trans-Sinapyl alcohol
2 cis-Sinapyl alcohol
3 Syringylacetone

4 4-Ethyl-2,6-dimethoxyphenol
5 1-Butanone, 1-(2,4,6-trihydroxy-...

Abundance Scan 2592 (18.533 min):

210 C11H1404
210 C11H1404
210 C11H1404
182 C10H1403
210 C11H1404

BM039279.D\data.ms (-2588) (-

020675-96-1 96
104330-63-4 93
019037-58-2 64
014059-92-8 62
001509-06-4 52

m/z 167.00 100.00%

167.0 210.1
5000
77.0
121.0 — ‘
39.(1‘ | ‘ 18.50
ol g“w““‘w‘:“‘ i L sk 28413250 o nyz 210,05  91.15%
miz--> 50 100 150 200 250 300 350
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 =
18.50
770 1510 m/z 154.00 37.71%
» Iy
0! \“”H\“H‘\”\‘\”"\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
R \
18.50
5000 77.0 m/z 149.00  34.85%
121.0
39.0
o! ﬂWN‘W“ .
m/z--> 50 100 150 200 250 300 350
Abundance #86874: Syringylacetone 1 I
167.0 18.50
m/z 77.00 34.58%
5000
210.0
43.0 123.0
m/z--> 50 100 150 200 250 300 350 18.50

8270-BM@32923.M Tue Apr 04 12

$31:37 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 8 Heptadecane, 2,6,10,15-tetr...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.198 7.26 ng 773615 Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

2 Dodecane, 1-iodo- 296 C12H25I
3 Heneicosane 296 C21H44
4 Dodecane, 2-methyl- 184 C13H28
5 Octadecane, 1-iodo- 380 C18H371

Abundance Scan 2705 (19.198 min): BM039279.D\data.ms (-2700) (-

57.1
5000
9.0
o Ul me 2919 0 s
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
o | L 7114101830 5390 2960
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400

054833-48-6 91
004292-19-7 87
000629-94-7 83
001560-97-0 83
000629-93-6 80

m/z 57.10 100.00%

é

19.00 19.50
m/z 71.10 72.69%

é

19.00 19.50
m/z 43.00 58.00%

é

Abundance #193302: Dodecane, 1-iodo-
57.0
19.00 19.50
5000 m/z 85.10 51.58%
9.0
o LUl a0 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane — —
57.0 19.00 19.50
m/z 55.00 22.52%
h ,«ﬁ\MAJ\NJARJKMUW
41.0
o5 \w\ |W0msoms0 20 A
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

8270-BM@32923.M Tue Apr 04 12:31:38 2023

Page:

10



Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM@39279.D

: 03 Apr 2023 15:06
: CG/JU
: 02161-04

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number

19.362

9 1-Methyl-7,11-dithiaspiro[5... Concentration Rank 17
EstConc Area Relative to ISTD R.T.
"""""" 3.56 ng 379359 Phenanthrene-dle  17.310
Tentative ID MW MolForm CAS# Qual

Hit# of 5

1 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C1@H18S2
2 Methacrylic acid, tetradecyl ester 282 C18H3402
3 Formic acid, decyl ester 186 C11H2202
4 1-Hexadecanol 242 C16H340

5 4-Octenoic acid, 2,3,7-trimethyl... 198 C12H2202

107678-22-8 53
1000340-29-0 46
005451-52-5 25
036653-82-4 25
1000196-85-3 20

Abundance Scan 2733 (19.362 min): BM039279.D\data.ms (-2731) (- | m/z 55.00 100.00%

m/z-->

5000

o

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

53.0 202.0
.0
— —
‘ ‘ 151.1 264.1 a 19.00 19.50
_ \‘H“‘\ L. ‘H\‘\‘I‘ ‘“h\‘\\“ﬂw\h‘\‘\‘I\w‘ jul n}uu\‘huwu‘“w‘m‘hm\‘M\ e ‘3"5‘5‘9‘ - ‘\5" m/z 202.00 89.01%
50 100 150 200 250 300 350 400
#77412: 1-Methyl-7,11-dithiaspiro[5,5] undecane
145.0 202.0
95.0
46.0 T —
19.00 19.50
m/z 69.00 87.64%
\\\“hl“\\‘\“‘}‘\H\‘\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
50 100 150 200 250 300 350 400
#176250: Methacrylic acid, tetradecyl ester
69.0
— —
19.00 19.50
m/z 83.05 62.99%
25.0
md Lm0
50 100 150 200 250 300 350 400
#60727: Formic acid, decyl ester T —
55.0 19.00 19.50
m/z 84.00 56.69%
T \J/\/\N//\A\J\
: 1850 N
50 100 150 200 250 300 350 400 19.00 19.50

8270-BM@32923.M Tue Apr 04 12:31:39 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 10 Pentadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.480 12.75 ng 3019620 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
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 2753 (19.480 min): BM039279.D\data.ms (-2749) (-
3.0

m/z 73.00 100.00%

5000 129.0 JNJA\xAMNP
1851 241.2 T
m L
0“Mw\ WWW“““ M | 2851 8410 4009 m/z 43.85 86.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50007p8, 284.0 T
185.0 19.50
‘ L m/z 60.80 82.89%
O \“‘\“h“ \M‘\M \"‘\ \‘\\“2 ?\‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
e
19.50
5000 129.0 m/z 57.05 73.41%
29.
242.0
185 ‘
Ll lbbgd [ L
miz--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid ——
0.¢ 19.50
m/z 55.05 65.57%
5000 129.0
H 213.0
o bbby L1 Lo -
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BM@32923.M Tue Apr 04 12:31:39 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 11 Heneicosane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.015 5.54 ng 1311970 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tricosane 324 (C23H48 000638-67-5 87
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86

Abundance Scan 2844 (20.015 min): BM039279.D\data.ms (-2837) (-
57.1

5000

o 1 w\“1691 2251 2810 3410 431
b L2 225.1 2810 3410 431

m/z--> 50 100 150 200 250 300 350 400

Abundance #194590: Heneicosane
57.0
5000
13.0
O w‘\ ‘ ‘ h\ h ﬂ‘ 1 | 1690 225.0 296.0
\\\‘\\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

m/z 57.10 100.00%

B

20.00
m/z 71.05 72.58%

%

20.00
m/z 43.05 57.97%

%

Abundance #194597: Pentadecane, 8-hexyl-
43.0
20.00
5000 m/z 85.05 52.26%
9.0 196.0
o b i Ly a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T ‘
57.0 20.00
m/z 55.00 22.86%
o MNM
o \‘ || 1130 1690 2250 2810 3380
e A A e e e e ——
m/z--> 50 100 150 200 250 300 350 400 20.00

8270-BM@32923.M Tue Apr 04 12:31:40 2023

Page:
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Data Path :
Data File :
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\

BM@39279.D

: 03 Apr 2023 15:06
: CG/JU
: 02161-04

: 8 Sample Multiplier: 1

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 12 Heptadecane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.721 7.34 ng 1737590 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 (C28H58 000630-02-4 87

Abundance Scan 2964 (20.721 min): BM039279.D\data.ms (-2959) (- | m/z 57.10 100.00%
57.1
o A,\,VVJ\M‘MVMA
—— —
oAU EL 197 2810 40014620 549 .. 71 05 71.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 —— —
20.50 21.00
m/z 43.05 61.85%
J | QZIO 240.0
O‘\\\’\\‘\I\“\“\‘\\“\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
20.50 21.00
5000 m/z 85.05 51.10%
o LT a0 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —— —
43.0 20.50 21.00
m/z 55.00 24.94%
B MU
0 | \‘\ j J f.'lox 11183'0 29|5'0
A A e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BM@32923.M Tue Apr 04 12:31:41 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 13 Pentadecafluorooctanoic aci... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

21.198 s.e8ng 1203780 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502

2 1-Hexacosene 364 C26H52
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402
4 Nonadecyl pentafluoropropionate

Abundance Scan 3045 (21.197 min): BM039279.D\data.ms (-3041) (-
57.0

5000

oo Ml %ﬂl 207.0280.1  415.0 491.2
W 2T 2801 41504912

m/z--> 0 50 100150200 250 300350400450 500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

5000

oL %;9‘ 2520 69,0 648,
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #273800: 1-Hexacosene
57.0
5000
9.0
LT 2100 292.0364.0
ot A e e e

m/z--> 0 50 100150200 250300 350400450500 550600 650

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000
.0196.0
ol
m/z--> 0 50 100150200 250300 350400450500550600650

8270-BM@32923.M Tue Apr 04 12:31:42 2023

430 C22H39F502
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702

1000406-04-8 94
018835-33-1 94
002136-70-1 93
1000351-88-8 91
000400-57-7 91

m/z 57.05 100.00%

=

— —
21.00 21.50

m/z 43.05 77.69%

=

— —
21.00 21.50
m/z 55.00 71.53%

=

— —
21.00 21.50
m/z 83.05 69.62%

=

— —
21.00 21.50
m/z 69.05 61.40%

-

T =
21.00 21.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 14 Octacosane, 2-methyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.345 6.57 ng 1556270 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Docosane, 1-iodo- 436 C22H451 1000406-31-9 90
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87

Abundance Scan 3070 (21.345 min): BM039279.D\data.ms (-3066) (-
57.1

5000

/] J‘lﬁﬂ 1 207.0 281.0  379.1437.1 505.2

L

o"H‘,m‘_m_H‘w‘_HWHwwm‘wwm
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
“ ‘ 1270 1970 2670  365.0
O‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #194590: Heneicosane
57.0
5000
O‘H‘,‘H‘_H‘_um‘H‘W‘H‘“‘H,H‘W‘H‘“‘H,H‘w‘

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

m/z 57.10 100.00%

:

21.00 21.50
m/z 71.05 73.28%

:

21.00 21.50
m/z 43.05 61.01%

:

21.00 21.50
m/z 85.05 53.55%

:

Abundance #262017: Heptadecane, 9-octyl-
57.0 21.00 21.50
m/z 55.00 21.53%
2390
ok LTS, 3080
‘H‘,‘H‘_‘H‘H‘w‘u‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“

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

8270-BM@32923.M Tue Apr 04 12:31:43 2023

— T
21.00 21.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 15 Heneicosane, 11-pentyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.962 6.08 ng 1439930 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 93
2 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3175 (21.962 min): BM039279.D\data.ms (-3171) (-

m/z 57.10 100.00%

57.1
5000
22,00
207.0 281 :
ol LTS 2070 2810 sstasoro w712 549, W 1 oe 136
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 T
22.00
224.0 m/z 43.10 56.49%
295.0
O\"\I}\\\\”‘\ﬂ\\\].ﬁﬁ'\o\\‘\\“\\‘\\\\“\\\:\3‘6\4\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
——
22.00
5000 m/z 85.05 53.67%
281.0
0 \\_.m |150210 | sarossao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T
57.0 22.00
m/z 55.00 22.73%
h JU\‘M
113.0 239.0
0 |17 0189.0 229596 03520
"H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00

8270-BM@32923.M Tue Apr 04 12:31:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 16 Tetracosane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
22.644 5.55 ng 1314550 Chrysene-d12 21.492
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3291 (22.644 min): BM039279.D\data.ms (-3287) (-
57.1

5000

127.1
ol LLEETL 1971 264.1 337.1 4010 478.1535.9
AL 977 2641 33714010 478.1535.9

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

Abundance #246482: Tetracosane
57.0
5000
127.0
O\\\\“\‘]\ \J\‘J‘ \'ﬁJ\\“‘\‘\l\??.\'(\)'\\2‘6\?.\0\‘\3\3\\8‘.0\\\\‘\\H‘HH‘HH‘\

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

Abundance #194595: Eicosane, 10-methyl-
57.0
5000
154.0
0 il \] II i\ ﬁ i i h 211'0 281'0
e e e e e

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

m/z 57.10 100.00%

-

— —
22.50 23.00
m/z 71.10 74.86%

-

— —
22.50 23.00
m/z 43.05 59.43%

R

— —
22.50 23.00
m/z 85.10 54.49%

-

Abundance #298427: Octacosane T —
57.0 22.50 23.00
m/z 55.00  22.83%
o 4wWwWWﬂWJJ\“\f»MMNWW
L aa— R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 17 Pentadecane, 8-hexyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.415 7.81 ng 1177960 Perylene-di2 23.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3422 (23.415 min): BM039279.D\data.ms (-3418) (-
57.1

5000

0 ‘ |LE#7L 20805670326, 9386.7 4621 535.0
e E0T207.0320.9386.7 4621 535.0

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

Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000
196.0
0 \‘\illlll I\\ 254.0

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

Abundance #246485: Tetracosane
57.0
5000
‘ ‘ ‘ 197.0 267.0 338.0
O‘HJH’ ‘IJ H\ll\l\l\f}l‘ |

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

m/z 57.10 100.00%

-

23.50
m/z 71.10  75.13%

:

23.50
m/z 85.10 56.65%

-

23.50
m/z 43.00 54.85%

:

Abundance #339055: Hexatriacontane T
57.0 23.50
m/z 55.00 22.64%
- WJM
o \‘ | 127:0 1970 281.0 351.0 421.0 506.0
A S R e R EAEARRNREEEEEN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39279.D

Acqg On : 03 Apr 2023 15:06
Operator : CG/JU

Sample : 02161-04

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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|
2-Pentanone, 4-... 5.004 38.8 ng 2057430 1 7.916 1061860 20.0
Octadecanoic acid 15.010 265.6 ng 26688200 3 14.563 2009760 20.0
Benzophenone 15.921 10.3 ng 1032550 3 14.563 2009760 20.0
(E)-4-(3-Hydrox... 16.704 10.3 ng 1098830 4 17.310 2130180 20.0
n-Hexadecanoic ... 18.209 55.7 ng 5933100 4 17.310 2130180 20.0
3,5-Dimethoxy-4... 18.486 8.1 ng 866172 4 17.310 2130180 20.0
trans-Sinapyl a... 18.533 21.8 ng 2326210 4 17.310 2130180 20.0
Heptadecane, 2,... 19.198 7.3 ng 773615 4 17.310 2130180 20.0
1-Methyl-7,11-d... 19.362 3.6 ng 379359 4 17.310 2130180 20.0
Pentadecanoic acid 19.480 12.8 ng 3019620 5 21.492 4737750 20.0
Heneicosane 20.015 5.5 ng 1311970 5 21.492 4737750 20.0
Heptadecane 20.721 7.3 ng 1737590 5 21.492 4737750 20.0
Pentadecafluoro... 21.198 5.1 ng 1203780 5 21.492 4737750 20.0
Octacosane, 2-m... 21.345 6.6 ng 1556270 5 21.492 4737750 20.0
Heneicosane, 11... 21.962 6.1 ng 1439930 5 21.492 4737750 20.0
Tetracosane 22.644 5.5 ng 1314550 5 21.492 4737750 20.0
Pentadecane, 8-... 23.415 7.8 ng 1177960 6 23.909 3016900 20.0
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