LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc . TR-305A-COMP-03

ALS Vvial : 19 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133107.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.452 59 62 70 rVB 40267 60337 1.00% 0.126%
2 4.940 481 485 493 rVB 67078 84452 1.40% 0.176%
3 5.346 549 554 558 rBV 3975658 4293077 71.32% 8.961%
4 6.375 723 729 732 rBV 4254784 4544589 75.50%  9.486%
5 6.734 786 790 793 rBV 1517800 1170976 19.45% 2.444%

6 7.298 880 886 889 rBV 2976853 2754883 45.76% 5.750%
7 8.016 1003 1008 1011 rBV 2035382 1631963 27.11%  3.406%
8 9.098 1186 1192 1195 rBV 5184388 4918132 81.70% 10.265%
9 9.769 1302 1306 1309 rBV 2473855 1874229 31.14% 3.912%

9

10 .986 1338 1343 1353 rBV 498415 447362 7.43% 0.934%
11 10.480 1424 1427 1431 rBV 567256 433101 7.19% 0.904%
12 10.557 1435 1440 1443 rBV 3603068 3282722 54.53% 6.852%
13 10.786 1476 1479 1483 rVB 124762 93349 1.55% 0.195%
14 10.875 1490 1494 1498 rBV 139956 148411  2.47% ©.310%
15 10.928 1498 1503 1509 rBV 607427 568405 9.44% 1.186%
16 11.169 1541 1544 1548 rVB 81957 62858 1.04% 131%
17 11.251 1554 1558 1561 rBV 2263219 1891116 31.42% 947%
18 11.322 1566 1570 1573 rVB2 82485 72154  1.20%

19 11.716 1632 1637 1641 rBV 267078 282072 4.69%
20 11.798 1646 1651 1659 rVV 2085291 2201046 36.56%

POOWO®
[y
Ui
[y
R

21 12.457 1760 1763 1764 rBV 81786 65211 1.08%
22 12.510 1764 1772 1781 rVV 3831272 6019639 100.00% 12.565%

()
=
w
o))
R

23 12.580 1781 1784 1797 rVV 932508 1061374 17.63%  2.215%
24 12.686 1797 1802 1805 rVB 67723 83502 1.39% 0.174%

25 12.839 1823 1828 1831 rBV 5040939 4882551 81.11% 10.191%

26 13.080 1865 1869 1872 rBV 360825 308144 5.12% 0.643%
27 13.327 1908 1911 1918 rVB 102021 99310 1.65% ©.207%
28 13.421 1923 1927 1929 rBV 113898 90643 1.51% ©.189%
29 13.680 1965 1971 1976 rBv2 137819 152757 2.54% 0.319%
30 13.751 1979 1983 1986 rVWW 659092 597921 9.93%  1.248%
31 13.851 1991 2000 2002 rBV3 154440 309065 5.13% ©.645%
32 13.880 2002 2005 2008 rVB 1495496 1315704 21.86% 2.746%
33 13.980 2018 2022 2032 rVB 252786 280166 4.65% ©.585%
34 14.063 2033 2036 2042 rVB 90242 88540 1.47% ©.185%
35 14.368 2084 2088 2091 rBV 246767 208271 3.46%  ©.435%
36 14.992 2190 2194 2198 rVB 68072 75247 1.25% 0.157%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS Vvial : 19 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.304 2241 2247 2252 rBV 954234 1130021 18.77% 2.359%
38 15.762 2321 2325 2331 rBV2 40484 61206 1.02% ©.128%
39 16.245 2401 2407 2409 rBV3 65802 122283 2.03% 0.255%
40 16.798 2496 2501 2507 rVB3 33896 60870 1.01% ©0.127%
41 17.451 2607 2612 2621 rBv4 34295 81770 1.36% 0.171%
Sum of corrected areas: 47909429
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Apr 2023 18:55
¢ CG\JU
: 02503-15

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042723\
BF133107.D

TR-305A-COMP-03

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133107.D\data.ms
5000000
6.375
4000000 5.346
3000000 7.298
2000000
6.734
1000000
0 2.452 4.940
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 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
Abundance TIC: BF133107.D\data.ms
5000000 9.098 12.839
4000000 12.510
10.557
3000000
9.769 11.251
8.016 ’ 11.798
2000000
1000000 2.580
10.4: 10.928
9.986 117 13.080
ﬂ¥ 10178875 11.160322 : 12.4512.686)| 13.3
o—— — — I A T e L e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133107.D\data.ms
5000000
4000000
3000000
2000000
13.880
15.304
1000000 1375
3.42113 640, ?%3 14.368 14.992 15762  16.245 16.798 17.451
Oi\ ‘ T T T T ‘ \/T’_ﬁ& T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ,\\ T ‘ T T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1 Dodecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.986 4.77 ng 447362  Acenaphthene-d10 9.769
Hit# of 5 Tentative ID MW MolForm CASH#

TR-305A-COMP-03

1 Dodecanoic acid
2 Undecanoic acid
3 n-Decanoic acid
4 Nonanoic acid
5 Hexanoic acid

200 C12H2402
186 C11H2202
172 C1eH2002
158 C9H1802
116 C6H1202

000143-07-7 96
000112-37-8 86
000334-48-5 76
000112-05-0 52
000142-62-1 38

Abundance Scan 1343 (9.986 min): BF133107.D\data.ms (-1338) (-) m/z 73.00 100.00%
3.0
43.0
5000
129.1
157.2 4
97.1
AL T
b et il L ‘hu‘Hw‘kHw‘ww_‘ m/z 60.00  94.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 129.0 idod
85.0 157.0 : -
29.0 m/z 43.05 70.93%
200.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid
60.0
==
10.00
5000 ITI/Z 41.05 67 .85%
29.0 85.0 129.0
186.0
1570
0 Ll E07.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid =
73.0 10.00
m/z 55.10 60.29%
129.0
5000
43.0
e 120
) SMR 5  d e = =
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\

Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc . TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.480 4.62 ng 433101  Acenaphthene-d10 9.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 49
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47

Abundance Scan 1427 (10.480 min): BF133107.D\data.ms (-1424) (-} | m/z 105.05 100.00%
105.1
77.1
5000 182.1
51.0 i
10.50
152.1
Ot b S 2069 myz 77.10 60.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
77.0
A
5000 T T T T T T
182.0 10.50
51.0 m/z 182.05  50.15%
OH\‘\‘\.\\‘\\‘i\‘\th“H\\‘\‘H\‘\H\‘]-\5\}2\.‘()\\\\“W\H‘HH‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
e
770 183.0 1050
5000 51.0 m/z 51.85  23.75%
0 ‘\ m‘ ‘ 154.0 |
R Raa e EARARaRAREREILE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl A -
105.0 10.50
m/z 181.10 8.12%
77.0
5000
51.0
o260 | I 152.0 242.(
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.928 6.01 ng 568405  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 1503 (10.928 min): BF133107.D\data.ms (-1498) (- m/z 73.00 100.00%

73.0
5000 1901
185.2 i S
228.2 ) 11.00
o3 wh\‘ A bl e 3290 Thyz 60.00  90.02%
50

mi/z--> 100 150 200 250 300
Abundance #109279: Tetradecanoic acid

73.0
5000 129.0 r
185.0 : .
29. 298.0 m/z 43.05  83.66%
O L 50 ‘\ M‘“‘“ }ML T “1 \‘ ‘ ‘\ L \‘ T . T “ T ‘\ T ‘ L ‘ L

-

—

%.

m/z--> 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
=
11.00
5000 129.0 ITI/Z 41.05 70.27%
29.
199.0 2420
oL ‘L‘ “H‘h\“ M\‘u} “““ “ ;“ L — “\‘ —
m/z--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid T
73.0 11.00
m/z 57.10 65.46%
5000 129.0
29. 171.0
m ‘ ‘ 214.0
I 0 0 VI
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc . TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 cis-7-Hexadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.716 2.98 ng 282072  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 99
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
3 Palmitoleic acid 254 C16H3002 000373-49-9 99
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 96
5 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 94
Abundance Scan 1637 (11.716 min): BF133107.D\data.ms (-1632) (- m/z 55.10 100.00%
55.1
5000 83.0 Jkﬂ\
111.1
R
O verpren m/z 41.05 79.690
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 —— ——
83.0 11.50 12.00
m/z 69.05 63.76%
270 \W\u 8.0165.01920 2360
O\H‘\M\i\u“‘\h\u‘ \\\H\“\“\\\“\\‘1\‘\\H‘HH‘HH‘H\MHH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
— —
11.50 12.00
5000 83.0 m/z 43.05 49.,12%
7o) | || 2 mssosssoisz0 a0
OHW‘\‘HH;‘H 1\ ‘u‘”u””‘\\““H““U“m”“ et e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #140796: Palmitoleic acid —— =T
55.0 11.50 12.00
m/z 83.05 44.25%
5000 83.0
111.0
Lzmo) L] mseousotane 2380
m‘mqm”‘m“m‘ T =
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\

Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 5 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.798 23.28 ng 2201050  Phenanthrene-die 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

256 C16H3202

000057-10-3 99

2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1651 (11.798 min): BF133107.D\data.ms (-1646) (- m/z 73.05 100.00%
43.0 73.0
5000 129.1
213.2
H‘ 157.2185.2 ‘ 256.3 1150 12 00
O‘H‘HHHWNMW"H‘WMWJwa¢uk‘w‘muﬂwu‘wh‘wuj_‘ m/z 43.05 2.38%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1150 1200
167.01g5 02130  256.0 m/z 60.00 86.44%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0
1150 1200
5000 129.0 m/z 57.05 74.12%
185.0
|
0%?9W“MNMMJ”M%“W1hM‘HJMNW‘HﬂHH_!H_HW‘
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0 1150 1200
m/z 41.10 9.69%
5000 129.0
199.0
s e LT
0%§RkﬂwwwJMNMHNHW‘WHM‘JMﬂ‘JH‘_HW‘HWH‘WH
m/z--> 20 40 60 80 100120140160 180200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

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

TR-305A-COMP-03

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 6-Octadecenoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.510 63.66 ng 6019640  Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 98
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 97
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91

Abundance Scan 1772 (12.510 min): BF133107.D\data.ms (-1764) (|  m/z 55.10 100.00%
5[:
5000 97.1 A/L
7.1 264.3 12 50
oL, H\ \\! \ \\ H‘HH\ w‘\\\‘u“\‘ N ‘\‘]"8\‘0‘2‘ ‘22‘2‘3‘ : i m/z 41.10 71.83%
miz--> 50 100 150 200 250
Abundance #176211: 6-Octadecenoic acid
553.0 97.0
5000
1250
370 o0 2220 m/z 69.10  68.56%
0,
miz--> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid
53.0
T
1250
5000 m/z 83.10 53.82%
97.0
o159 LTS 100 2220 PO
m/z-> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid ‘
55.0 12 50
m/z 43.10 51.06%
5000 97.0
37.0 264.0
o150 u“ M‘ ¥ i B0 2220 7
miz--> 50 100 150 200 250 12'50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

TR-305A-COMP-03

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 7 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.580 16.13 ng 10613760  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1784 (12.580 min): BF133107.D\data.ms (-1781) (- m/z 43.10 100.00%
5000 129.1 JLL
1852 241.3 — ‘J
‘ 28‘4'3 12.50
oH‘ il ‘ L m/z 73.10  91.14%
miz--> 150 200 250 300 350
Abundance #179089. Octadecanoic acid
5000 ~ :
129.0 12.50
m/z 60.00 81.80%
29.0 185.0 547  284.0
O\‘\‘ ‘“M‘m\“‘\\‘\‘\‘\\‘\\“\\\‘\‘\\\\‘\\\
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
U T
12.50
m/z 57.10 80.41%
5000 284.0 /
3.0 1290
1850 2410
fo) \‘\\H uhH M\ it \‘\‘ ‘\ “‘ | ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid — ‘
73.0 12.50
m/z 55.10 75.37%
5000 129.0
29.
199.0 242.0
0 — —
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 8 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.080 4.68 ng 308144  Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 1869 (13.080 min): BF133107.D\data.ms (-1865) (- m/z 57.05 100.00%
57.0
99.0 T AN !
13.00
141.2
ol b b i ““ Lita 21512583 324 ;0 43,05 69.28%
miz-> 50 100 150 200 250 300
Abundance #229644: Tricosane
57.0
5000 e :
13.00
99.0 324, m/z 71.05 64.81%
h \ | 1410 1830 2250 267.0 |
O ‘\“‘ ‘\ s \‘h‘\ h‘ -ty }‘ “‘\ “\ \“\“ T “\‘\ L
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
T \
13.00
5000 m/z 85.05 48.51%
‘ 99.0
41.0
olsel L ||| 1 3410 1830 2250 2060
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane = ‘
57.0 13.00
m/z 41.10 25.66%
5000
99.0
||| ]| 1410 1830 2540
Ol i e e e e T e :
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc . TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentacos-1-ene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.680 2.32 ng 152757  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacos-1-ene 350 C25H50 016980-85-1 99
2 1-Tricosene 322 C23H46 018835-32-0 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1971 (13.680 min): BF133107.D\data.ms (-1965) (- m/z 57.05 100.00%
51.0 97.2

- JMJL%
‘ * 2261 13.50 14.00
39.1 . .
182.2 350.!
0L “U‘MHHWWNMMuWNMW‘w p‘ﬂuu“%ggl““‘g : m/z 97.15 95.98%
mi/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene
55.0
97.0
5000 —T —
13.50 14.00

m/z 55.05 93.64%

39.0 350.(
0 “\ ‘\‘ “ T H“ ‘H‘ %\ ‘h “ T :\1_9\5‘(\) T 2‘6\4\0\ T T }‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene

43.0 83.0

T
13.50 14.00
5000 m/z 83.10  92.69%

25.0
o UL a0 a0
m/z--> 50 100 150 200 250 300 350
Abundance

#232316: Behenic alcohol T

83.0 13.50 14.00

43.0 o
m/z 43.05 87.68%

5000
25.0
0 \‘\ \‘\ I I H‘ \H\ \L\ \h :\!\'6?0 2100 2800

= T
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.751 9.09 ng 597921 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 1983 (13.751 min): BF133107.D\data.ms (-1979) (- m/z 57.10 100.00%
57.1
- Jmh
‘Y—'—Y—Y—Y—Y—'—Y—Yﬁ
‘ \ 9\0 1412 183.2 225.3 1350 14.00
ol AL 77 1832 2258 267.3 309.2 352 1/, 71 05  67.80%
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000
13.50 14.00
m/z 43.05 64.06%
99.0 169.0
OL\S\Q‘\\‘\‘M“M‘\‘\\!‘\‘\\\‘\\\2\4.8‘-\0\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
= —
13.50 14.00
5000 m/z 85.10 49, 39%
99.0
0 LN }4}9 183.0 225.0 267.0  338.0
“““ e e SRR o e
m/z--> 100 150 200 250 300 350
Abundance #123961: Heptadecane — e
57.0 13.50 14.00
m/z 41.05 23.60%
B J/Um
99.0
0 “ Il H\ H n‘ I ]\'410 183.0 2400
e A — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 11 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.980 4.26 ng 280166  Chrysene-di2 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 15
3 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 14
4 Heneicosane, 3-methyl- 310 C22H46 006418-47-9 11
5 Decane, 3-methyl- 156 C11H24 013151-34-3 11

Abundance Scan 2022 (13.980 min): BF133107.D\data.ms (-2018) (- m/z 277.10 100.00%

277.1
57.1
5000
199.1

‘ ‘991 152.0 H 1400
— MH bl iy ‘“u T - 3814wz s7.10  72.70%

miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0

5000 1

o

m/z 43.10 34.94%

77.0 199.0
152.0
0\2\7\.()\‘}‘\\“\\‘\\\\‘“\\\\H\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance #330025: Tetracosane, 1-iodo-
57.0
=

14.00
m/z 278.10  32.61%

5000
99.0
LUl \\ 172 197.0 2300 2810 337
el “‘ RN B i (S
miz--> 50 100 150 200 250 300
Abundance #90199: Tetradecane, 3-methyl- e
57.0 14.00

m/z 71.10  31.94%

5000
99.0 183.0 /\AJ

ob— b L Sit
miz--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc TR-305A-COMP-03

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.368 3.17 ng 208271  Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91
Abundance Scan 2088 (14.368 min): BF133107.D\data.ms (-2084) (- m/z 57.10 100.00%
57.1
- Mm
‘ 14.00 14.50
41.2183.2 ‘ : :
ob b m“‘ h“]ﬁ CiA932225.2267.0 89Ty 71,10 64.68%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 P =7
14.00 14.50
m/z 43.10 63.18%
ok ‘L‘ 1y M | 141-0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
— B
14.00 14.50
5000 m/z 85.05 48.81%
9.0
ol Ll L] porore0 200
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane o T
57.0 14.00 14.50
m/z 55.05 24.17%
B W
41.0
A Mossomso 20 el
m/z--> 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@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TR-305A-COMP-03

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.245 2.16 ng 122283  Perylene-di2 15.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 64
2 Octadecane 254 C18H38 000593-45-3 58
3 Hexacosane 366 C26H54 000630-01-3 58
4 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 58
5 Tetracosane 338 C24H50 000646-31-1 58

Abundance Scan 2407 (16.245 min): BF133107.D\data.ms (-2401) (- m/z 57.10 100.00%
57.1
5000 WW
10 1412 16.00 16.50
LLL \H iy T T ' > 229
0l x}n’\ | H‘in Ll L ITI/Z 71.10 72.22%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
16.00 16.50
m/z 43.10 59.87%
Ll 201302050 2050 as2o
\\\’ \\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
— —
16.00 16.50
5000 ITI/Z 85.05 39.60%
LD o oo
((JERER S I B mu‘u_m_m,ww_m
m/z--> 50 lOO 150 200 250 300 350
Abundance #275538: Hexacosane 7 —
57.0 16.00 16.50
m/z 55.10 39.42%
5000 )\MM
9.0
oLl 141018302250267.03000 3660
A A A A —— —
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133107.D

Acqg On : 27 Apr 2023 18:55

Operator : CG\JU

Sample : 02503-15 :
Misc . TR-305A-COMP-03

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
Dodecanoic acid 9.986 4.8 ng 447362 3 9.769 1874230 20.0
Benzophenone 10.480 4.6 ng 433101 3 9.769 1874230 20.0
Tetradecanoic acid 10.928 6.0 ng 568405 4 11.251 1891120 20.0
cis-7-Hexadecen... 11.716 3.0 ng 282072 4 11.251 1891120 20.0
n-Hexadecanoic ... 11.798 23.3 ng 2201050 4 11.251 1891120 20.0
6-Octadecenoic ... 12.510 63.7 ng 6019640 4 11.251 1891120 20.0
Octadecanoic acid 12.580 16.1 ng 1061370 5 13.880 1315700 20.0
Tricosane 13.080 4.7 ng 308144 5 13.880 1315700 20.0
Pentacos-1-ene 13.680 2.3 ng 152757 5 13.880 1315700 20.0
2-Bromo dodecane 13.751 9.1 ng 597921 5 13.880 1315700 20.0
Triphenylphosph... 13.980 4.3 ng 280166 5 13.880 1315700 20.0
Hexacosane 14.368 3.2 ng 208271 5 13.880 1315700 20.0
Pentacosane 16.245 2.2 ng 122283 6 15.304 1130020 20.0
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