LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53298.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.679 382 390 404 rBV 491527 839207 23.23% 4.542%
2 7.271 652 661 676 rBvV 529913 962608 26.64% 5.210%
3 8.111 797 804 810 rBV 135459 235842 6.53% 1.276%
4 9.268 991 1001 1009 rBV 333382 627351 17.36%  3.395%
5 10.925 1271 1283 1291 rBV 184902 354532  9.81% 1.919%

6 13.357 1689 1697 1704 rBV 895130 1392451 38.54% 7
7 14.731 1922 1931 1938 rBV 286224 476858 13.20% 2
8 16.223 2177 2185 2193 rBV 616267 1001517 27.72%  5.421%
9 17.480 2392 2399 2403 rBV 326329 524208 14.51% 2
10 17.522 2403 2406 2410 rVB 66535 92517 2.56% ©

11 18.133 2504 2510 2515 rBV 728689 915094 25.33% 4
12 18.362 2544 2549 2554 rBV3 152991 255272 7.07% 1
13 18.544 2575 2580 2585 rBV6 23720 49827 1.38% 0.270%
14 19.266 2697 2703 2706 rBV 2741769 3612891 100.00% 19
15 19.296 2706 2708 2720 rVB2 1894225 2460634 68.11% 13

16 19.425 2726 2730 2735 rBV 503221 598362 16.

6 3.
17 19.484 2736 2740 2743 rBV 148335 220594 6.11%  1.194%
18 19.525 2743 2747 2757 rVB 164716 335830 9.30% 1.818%
19 19.672 2769 2772 2777 rVB7 48204 61587 1.70% ©.333%
20 19.889 2805 2809 2817 rVB 121449 190388 5.27% 1.030%
21 20.083 2836 2842 2847 rVB 1253031 1634535 45.24%  8.847%
22 20.377 2889 2892 2895 rBV2 59391 65938 1.83% 0.357%
23 20.412 2895 2898 2904 rVB4 50583 73371 2.03% ©0.397%
24 20.518 2912 2916 2919 rBV2 56325 77457 2.14%  0.419%
25 20.676 2940 2943 2948 rVB2 89975 106301 2.94%  ©.575%
26 20.876 2974 2977 2981 rVB 51086 54221 1.50% 0.293%
27 21.387 3060 3064 3070 rBV 127295 200500 5.55% 1.085%
28 21.546 3088 3091 3095 rVB2 50596 63894 1.77%  0.346%
29 21.763 3122 3128 3133 rBvV2 284151 477912 13.23%  2.587%
30 25.064 3682 3690 3699 rVB2 184527 514354 14.24%  2.784%

Sum of corrected areas: 18476053
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17

Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG053298.D\data.ms

5.679 7.271

9.268

|

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG053298.D\data.ms

19.266

19,296

20.083

13.357

18.133

16.223 .45

21.763

ﬁ%g i S N

14.731

0
Time-->

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BG053298.D\data.ms

25.064

— N

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : 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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.133 34.91 ng 915094  Phenanthrene-d1e 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 95
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 2510 (18.133 min): BG053298.D\data.ms (-2504) (- | m/z 74.15 100.00%
74.2
5000
43.1 A
143.2 227.3 T ann PN
W pit2, | 1852 270.4 a5 710w
owwumu A bbbt e m/z 87.15 0 71.00%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
5000{ 43.0 U 7
18.00 18.50
m/z 43.15 36.26%
143.0
O‘\H\‘\H\H‘H“\“\“H\\“‘\\\\5‘\()\‘\\“\H\‘\\\]-\‘Sf\(\)‘\\\\2‘2\\8\9\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
L =
18.00 18.50
5000 m/z 55.15 29.03%
43.0
143.0
0 L‘M\ﬂm‘ﬁwo n1om90H70 210.0
‘\H\‘\H\‘HH‘\H\“H\\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126208: Methyl tetradecanoate == —
74.0 18.00 18.50
m/z 41.15 26.24%
5000
43.0
30
m/z--> 20 40 60 80 100120140160 180200 220240260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.362 9.74 ng 255272  Phenanthrene-di10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 N-Cyclooct-4-enylacetamide 167 C1OH17NO 170952-69-9 46
Abundance Scan 2549 (18.362 min): BG053298.D\data.ms (-2544) (- | m/z 73.15 100.00%
73.2
5000
129.2 213.3
et Ay
18.00 18.50
0! H’ I\}M\ h\ bbby " \L u‘ H‘H A‘\‘ s %73‘ 9 33§ ‘9‘ A ““"3?‘ m/Z 43.15 89.1100
miz--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid
60.¢
5000 129.0 T RN
18.00 18.50
H 213.0 m/z 60.15 77 .60%
O' \“‘\”‘h“‘\‘““\w ‘ ‘1 \\\‘\‘\“\‘\\‘b\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #92069: Tridecanoic acid
73.0
‘ ‘/\ T T \W\
18.00 18.50
5000 129.0 ITI/Z 55.15 63.43%
p7. ‘ l 214.0
0, \Hm\m‘mh\w‘u‘ “‘H‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 41.15 59.96%
5000
129.0
228.0
P9 i asto |
oLty gete | LA
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Data Path :

Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS Vvial : 14 Sample Multiplier:

Quant Method
Quant Title

TIC Library

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

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42322\

1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Conce

R.T. EstConc Area

Relative to IS

19.266 137.84 ng 3612890

Hit# of 5 Tentative ID

Phenanthrene-di10

ntration Rank 1
L) R.T.
17.480
CASH# Qual

1 9,12-Octadecadienoic acid, methy...
2 Methyl 9-cis,11-trans-octadecadi..
3 9,15-Octadecadienoic acid, methy...
4 9,12-Octadecadienoic acid (Z,Z)-...
52

-Chloroethyl linoleate

294 C19H3402
. 294 (C19H3402
294 C19H3402
294 C19H3402
342 C20H35C102

002566-97-4 99
013058-52-1 98
017309-05-6 97
000112-63-0 95
025525-76-2 93

Abundance Scan 2703 (19.266 min): BG053298.D\data.ms (-2697) (-
67.2

m/z 67.15 100.00%

S

5000
09.1 — L=
150.2 19.00 19.50
o H‘M‘M “‘hw““ I NV ‘2?‘6‘2‘ — ‘26»‘3]2‘294"3‘ - m/z 81.15 77.14%
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 —— e
19.00 19.50
09.0 m/z 55.15  63.93%
ok LM““‘ \‘ HHH H“\ ‘Hh ‘Hu‘ H ‘u‘ — Emama ‘26‘2‘0‘29“4 0‘ .
miz--> 50 200 250 300
Abundance #191892. Methyl 9—C|s,ll—trans—octadecadienoate
67.0
F— = 4
19.00 19.50
5000 ITI/Z 41.15 52.99%
09.0 294.0
2620
0k “‘H“ ”M \\Hh h”\ \HH Hh \‘\1800 2‘29(‘)‘ ‘ ‘ — ‘\‘ —
miz--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — =
67.0 19.00 19.50
m/z 95.15 48.65%
5000
09.0 294.0
AEENER h ez 20| L
miz--> 50 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.296 93.88 ng 2460630  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98

Abundance Scan 2708 (19.296 min): BG053298.D\data.ms (-2706) (- | m/z 55.15 100.00%
5I:

5000

a

—
2223 264.3 19.00 19.50
297.3

m/z 41.15 68.20%

37.2 180.2

0,

miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
5000 e U
7.0 19.00 19.50
264.0 m/z 69.15  64.64%
38.0 180 0 2220 ‘
0! H ‘Hh\‘ﬂ-\\‘ wH\‘H o b ‘ . . V“ . “‘ ‘2‘97‘(‘) —
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
e -
19.00 19.50
5000 m/Z 74.15 57.52%
7.0
264.0
38.0 1800 2220 ‘
0! H \Hm %u HM m s ‘ ‘ . “ 2989 —
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester — T
55.0 19.00 19.50
m/z 43.15 53.14%
5000
7.0
264.0
1380 1800 2220 ‘
0, H ‘HM ‘\\Hu‘ \H\‘H ls “ P “‘ ] “\‘ ‘2‘91(‘)‘ . - ‘ - 2 ! -
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.425 22.83 ng 598362  Phenanthrene-d10 17.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 2730 (19.425 min): BG053298.D\data.ms (-2726) (- | m/z 74.15 100.00%
74.2
5000 M
H—
39‘1‘ H 214\3'2 199.2 25"5'3 298.3 19.50
ol lige92, | L L TR82 s 87,10 74.53%
miz--> 50 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 T
19.50
410 143.0 m/z 43.15 39.80%
199.0 255.0 298.0
Ot \L ““‘\ “1“ \“”‘\%‘pwg“.\o‘\ I T “ LA B e “ I
miz-> 50 100 150 200 250 300
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
5
19.50
5000 m/z 55.15 33.99%
41.0
143.0
241.0 2840
o aone, " 1am0_amo 20
miz--> 50 100 150 200 250 300
Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester e
74.0 19.50
m/z 41.15 26.55%
5000
p8.0
143.0 255.0 2980
199.0 ‘
RN e LI e B .
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknownl9.672 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.672  2.58ng 61587 Chrysene-di2 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-(6-Bromo-benzo[1,3]dioxol-5-yl... 373 C18H16BrNO3 1000296-27-0 23
2 6,8-Dichloro-2-(1-adamantanyl)-4... 375 C20H19C12NO2 049647-91-8 18
3 5-(p-tert-Butylphenoxymethyl)-3-... 375 C24H25NO3 005256-24-6 15
4 Benzoic acid, 2-(2'-bromophenyla... 369 C13H9Br2NO2 209460-12-8 14
5 Nicotinamide, N-(4-fluorophenyl)... 375 C19H13F4N30 1000302-13-2 14

Abundance Scan 2772 (19.672 min): BG053298.D\data.ms (-2769) (- | m/z 374.80 100.00%
374.8
236.8
5000 jk
812 135, 191p 300.9 S | L
39. 19.50 20.00
ol m/z 372.85  87.42%
miz--> 50 100 150 200 250 300 350
Abundance #281857: 4-(6-Bromo-benzo[1,3]dioxol-5-yl)-6,7-dimethyl
378.0
252.0 !t
5000 — —L
174.0 19.50 20.00 .
130.0 940 m/z 376.85 72.14%
420 890 1] u \
0! M it \h \‘ I ‘\H’ S ’ i -
m/z--> 50 100 150 200 250 300 350
Abundance #283685: 6,8-Dichloro-2-(1-adamantanyl)-4-quinolinecark
375.0 ﬂ [\
—
19.50 20.00
5000 m/Z 236.85 69.66%
41.0 320.0
1.0 167.0 H
ol ‘LWMWJNWWNMNVVW‘M%¥“ MMM hmm dh |
m/z--> 50 100 150 200 250 300 350
Abundance #283958: 5-(p-tert-Butylphenoxymethyl)-3-(1- naphthyl) -2 Ry —
375.0 19.50 20.00
m/z 370.85 54.88%
5000
182.0
200 770 210 || 2260 316.0 L)
e e e ot e A
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.377 2.76 ng 65938 Chrysene-di12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 60
2 Heneicosane 296 C21H44 000629-94-7 60
3 Tetradecane 198 C14H30 000629-59-4 46
4 Hexacosane 366 C26H54 000630-01-3 38
5 Docosane 310 C22H46 000629-97-0 38
Abundance Scan 2892 (20.377 min): BG053298.D\data.ms (-2889) (- | m/z 57.15 100.00%
57.1
5000 215.2 M
92 20.00 20.50
273.4 . :
o) m— u\ i u“h\m“m HH‘ U\m m m‘mﬁ;m‘z‘wh . Hu NN Liwt ﬁ' \\4‘ ‘J“‘ . ‘3(?? m/z 71.15 70.14%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — e
20.00 20.50
m/z 43.15 67.71%
0 \‘ \L ‘\ H\ I H‘ \‘ %4\1 (\) ]\'8\3 0 225.0 268 0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
— ——
20.00 20.50
5000 m/z 85.15 48.44%
9.0
=y I i T e
m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane “ ——
57.0 20.00 20.50
m/z 215.15 39.01%
piso L P00 ssso W
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17

Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 8 unknown20.412 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.412 3.07 ng 73371  Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 2-methyl-, 1-m... 128 C7H1202 004655-34-9 15
2 Methyl E-11-tetradecenoate 240 C15H2802 1000130-82-9 11
3 Methyl 9-heptadecenoate or 9-17:1 282 C18H3402 1000336-38-0 11
4 Cyclopropanenonanoic acid, methy... 212 C13H2402 010152-60-0 11
5 2-Hexanol, acetate 144 C8H1602 005953-49-1 10

Abundance Scan 2898 (20.412 min): BG053298.D\data.ms (-2895) (- | m/z 57.15 100.00%
57.1
5000 NNAWMMAwfﬂﬂALfV~WowwJ\
°2 1672 2252
e
292.3 339.1 20.50
0 m/z 55.15 73.60%
miz--> 50 100 150 200 250 300 350
Abundance #14160: 2-Propenoic acid, 2-methyl-, 1-methylethyl ester
41,0
87.0
5000 U
20.50
m/z 43.15 69.09%
O “\‘\‘H‘ \%\28\\0\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #123682: Methyl E-11-tetradecenoate
55.0
e
20.50
5000 96.0 240.0 m/z 41.15  66.90%
166.0
o! y “1 : ‘\h\‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #176246: Methyl 9-heptadecenoate or 9-17:1 7
55.0 20.50
m/z 67.15 57.34%
5000
7.0
1660 2080 H
0! \‘\h\m‘m“\‘h A ‘m‘ L M‘\‘ T T e ——
m/z--> 50 100 150 200 250 300 350 20.50

8270-BGR40822.M Mon Apr 25 07:48:55 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 Hexadecanoic acid, methyl e... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.518 3.24 ng 77457  Chrysene-d12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
2 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 76
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 76

Abundance Scan 2916 (20.518 min): BG053298.D\data.ms (-2912) (- | m/z 74.10 100.00%
74.1

5000

143.2 232.2 283.3 LT ‘
339.1 431. 20.50

0! m/z 87.10 79.86%
miz--> 50 100 150 200 250 300 350 400
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 o St ]
20.50
143.0 m/z 43.15  50.05%
‘ ‘ 227.0
O \\\\H‘\“\‘h\h“\‘\‘\\‘\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #232222: Eicosanoic acid, methyl ester
74.0
T \
20.50
5000 m/Z 55.15 31.57%

o

143.0
326.0
29 | 19900 00
m/z--> 50 lOO 150 200 250 300 350 400
I

Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester T
74.0 20.50

m/z 57.15 20.61%

5000
H\ 143.0 298.0
190, ||

Ul | 19902490 |

T
m/z--> 50 100 150 200 250 300 350 400 20.50

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 unknown20.676 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.676 4.45 ng 106301  Chrysene-di12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanecarboxylic acid, 1-(... 210 C12H1803 112825-89-5 11
2 Cyclopentane, (1-methylbutyl)- 140 C1eH20 004737-43-3 10
3 butanoic acid, 3-oxo-, 2-[(1l-oxo... 199 C9H13NO4 1000400-37-9 10
4 (4-Bromobutan-2-yl)cyclopropane 176 C7H13Br 1000444-18-1 10
5 Cyclopropane, 1-bromo-2,2-diethyl- 176 C7H13Br 343926-55-6 10
Abundance Scan 2943 (20.676 min): BG053298.D\data.ms (-2940) (- 55.15 100.00%
55.1
216.2 NWﬂJ“wAmwﬂVmWvawmw
5000
—— —
20.50 21.00
292. 1 338 1
0 CABRRTTLEE T m/z 216.15  49.57%
miz--> 50 100 150 200 250 300 350
Abundance #87226: Cyclopentanecarboxylic acid, 1-(2-butenyl)-2-ox
29.0
121.0
5000 79.0
20 50 21 00
m/z 81.15 45.81%
“ 165.0
()‘V—J U‘M‘\““f‘\\\\219\0\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #20728: Cyclopentane, (1-methylbutyl)-
55.0
97.0 — —r—
20.50 21.00
5000 m/z 41.15 43.05%
Ly a0
ob “‘”uwe_m_m_‘wHHW
m/z--> 0 100 150 200 250 300 350
Abundance #75227: butanoic acid, 3-oxo-, 2-[(1-0x0-2-propen-1-yl)ar —— ——
55.0 20.50 21.00
m/z 43.15 42.75%
5000
7.0
o““!u“_“““ 15301990 S
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BGR40822.M Mon Apr 25 07:48:55 2022 Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 23

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo42322\
BGB53298.D

Apr 2022 18:17

: CG/IU
: N2525-03

14

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.876 2.27ng 54221 Chrysene-di2 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosame 296 C21Has 000629-94-7 86

2 Tridecane 184 C13H28
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
4 Octadecane 254 C18H38
5 Eicosane 282 C20H42

000629-50-5 70
054833-48-6 70
000593-45-3 70
000112-95-8 62

Abundance Scan 2977 (20.876 min): BG053298.D\data.ms (-2974) (- | m/z 57.15 100.00%
57.1

%

5000
2050 2100
1.2 221.2 281.1 . .
oLl .“\ ; ‘M.Mwiﬁ L. ) ’??\‘z‘u‘n Loyl n‘\ I “ ‘m‘ %%\?‘IJ‘- T Tl‘z“l‘.l‘l“‘ ITI/Z 71.15 64.56%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 - ——
20.50 21.00
m/z 43.15 55.60%
045 \LI\ ‘J \”‘\]ﬂ‘ \“\\d\ \::_\6\9\0\ ‘2\2\5\\0‘ T \2\9\6‘\0\ LA L O

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

%

Abundance #59029: Tridecane
57.0
— —
20.50 21.00
5000 ITI/Z 85.20 40.51%
\} | 1130 1840
oL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 20.50 21.00
m/z 55.15 37.11%
h ﬂwﬁmwj\ﬁﬁukNVWM”Wwwj
o LY wm0zm0zee0
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.387 8.39 ng 200500 Chrysene-di12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 92
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 91
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 87
Abundance Scan 3064 (21.387 min): BG053298.D\data.ms (-3060) (- | m/z 57.15 100.00%
57.1
5000 J«AW
% 21.00 21.50
9.2 228.2 . :
326.4
0‘H‘WHJwumﬂ%ﬂqﬁﬁum‘qmuwuu‘uu‘uuw‘uw‘uwu‘_‘ m/z 43.15 97.53%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #209741: 1-Docosene
58.0
5000 — ——
21.00 21.50
m/z 55.15 57.78%
iz
308.0
O ‘H‘f“‘\IWF\‘WI\L%"\\H‘HH’HH‘HH‘HH‘HH‘\\H’HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
— —
21.00 21.50
5000 ITI/Z 71.15 56.49%
0 | kz,o ?5?'0 369.0 648.(
et et et e e e e
mlz--> 0 50 100150200250 300350400450500550 600650
Abundance #173738: Cyclohexadecane, 1,2-diethyl- “ —
43.0 21.00 21.50
m/z 83.15 50.16%
280.0
5000
5.0
A Y — B
m/z--> 0 50 100150200 250300350400 450500550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : 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 13 Docosanoic acid, methyl ester  Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.546 2.67 ng 63894  Chrysene-di12 21.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 81
2 Octadecanoic acid, 17-methyl-, m... 312 C20H4002 055124-97-5 70
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 62
4 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 58
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 58

Abundance Scan 3091 (21 546 min): BG053298.D\data.ms (-3088) (- | m/z 74.15 100.00%
74.2
5000
143.2 311.3
200.1 2552 354.3 21.50
0! 87.10 93.49%
miz--> 50 100 150 200 250 300 350
Abundance #264182: Docosanoic acid, methyl ester
74.0
el Mg
5000 354.0 21 50 1
143.0 m/z 43.15 58.86%
i H I] | 1900 2550 O
O\\“!f“‘\‘\‘\‘”\““\‘\‘\\‘\\\\“\\\\“\\\\‘\\‘\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #214999. Octadecanoic acid, 17-methyl-, methyl ester
74.0
T
21.50
5000 m/z 55.15 52.86%
143.0
‘ ‘ 199.0 269.0 312.0
oL— “\‘\\‘ M“ ‘\‘\ ‘\‘H Iy “ | i i \‘\\‘H L ‘\\ L h L ‘ “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #197349: Heptadecanoic acid, 16-methyl-, methyl ester —— ‘
74.0 21.50
m/z 57.15 44, 60%
5000
143.0 298.0
0 | liy, [ 1900 2550
omwmwu‘M""m"m_um_m_“ —
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42322\
Data File : BG@53298.D

Acqg On : 23 Apr 2022 18:17
Operator : CG/JU

Sample : N2525-03

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
Tridecanoic aci... 18.133 34.9 ng 915094 4 17.480 524208 20.0
n-Hexadecanoic ... 18.362 9.7 ng 255272 4 17.480 524208 20.0
9,12-Octadecadi... 19.266 137.8 ng 3612890 4 17.480 524208 20.0
14-Octadecenoic... 19.296 93.9 ng 2460630 4 17.480 524208 20.0
Methyl stearate 19.425 22.8 ng 598362 4 17.480 524208 20.0
unknown19.672 19.672 2.6 ng 61587 5 21.763 477912 20.0
Nonadecane 20.377 2.8 ng 65938 5 21.763 477912 20.0
unknown20.412 20.412 3.1 ng 73371 5 21.763 477912 20.0
Hexadecanoic ac... 20.518 3.2 ng 77457 5 21.763 477912 20.0
unknown20.676 20.676 4.5 ng 106301 5 21.763 477912 20.0
Heneicosane 20.876 2.3 ng 54221 5 21.763 477912 20.0
1-Docosene 21.387 8.4 ng 200500 5 21.763 477912 20.0
Docosanoic acid... 21.546 2.7 ng 63894 5 21.763 477912 20.0
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