LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc :

ALS Vvial : 20 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134353.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 506 508 520 rVB 27760 36878 2.44% 0.317%
2 5.469 571 575 584 rBV 1310256 1292871 85.71% 11.112%
3 5.863 635 642 645 rVB4 13005 20931 1.39% ©0.180%
4 6.087 674 680 686 rBV7 20992 37438 2.48% 0.322%
5 6.269 705 711 715 rvB4 15252 20953 1.39% 0.180%
6 6.363 724 727 733 rBv4 27192 34046 2.26% 0.293%
7 6.481 743 747 758 rBV 1335070 1270341 84.22% 10.918%
8 6.669 775 779 784 rBV3 47421 62526 4.15% 0.537%
9 6.834 804 807 811 rBV 415115 376985 24.99% 3.240%
10 7.104 847 853 856 rvB4 17224 21143 1.40% 0.182%
11  7.398 899 903 906 rBV 893921 807417 53.53% 6.940%
12 7.475 911 916 919 rVB7 16305 19582 1.30% 0.168%
13 8.116 1021 1025 1028 rBV 572620 437753 29.02% 3.762%
14  8.528 1092 1095 1097 rBV 21936 19339 1.28% 0.166%
15 9.128 1195 1197 1204 rBV3 29358 32155 2.13% 0.276%
16 9.192 1204 1208 1211 rBV 1952779 1508350 100.00% 12.964%
17  9.269 1217 1221 1223 rVB4 24164 22740 1.51% 0.195%
18 9.304 1223 1227 1231 rBV3 33364 36135 2.40% 0.311%
19 9.528 1262 1265 1268 rBV3 20078 21502 1.43% 0.185%
20 9.586 1274 1275 1278 rVB 29236 19975 1.32% 0.172%
21  9.733 1297 1300 1303 rBvV2 25761 24062 1.60% 0.207%
22 9.875 1320 1324 1327 rVB 480119 430538 28.54% 3.700%
23 10.075 1357 1358 1363 rVB5 19470 19431 1.29% 0.167%
24 10.116 1363 1365 1370 rBV3 15804 19137 1.27% 0.164%
25 10.275 1389 1392 1394 rBV3 19249 19760 1.31% 0.170%
26 10.422 1414 1417 1423 rBV2 21532 22598 1.50% 0.194%
27 10.522 1431 1434 1440 rVB 27008 34315 2.28% 0.295%
28 10.669 1455 1459 1465 rBV 896930 827628 54.87% 7.113%
29 10.786 1474 1479 1487 rVB 50942 70567 4.68% 0.607%
30 11.257 1556 1559 1564 rVB4 36975 49042 3.25% 0.422%
31 11.369 1574 1578 1580 rBV 487226 428406 28.40%  3.682%
32 11.392 1580 1582 1585 rvVv 164319 129019 8.55% 1.109%
33 11.439 1588 1590 1593 rVB 31183 28298 1.88% 0.243%
34 11.610 1615 1619 1622 rBV5 16664 23431 1.55% 0.201%
35 11.869 1661 1663 1665 rBV 25767 24990 1.66% 0.215%

36 11.898 1665 1668 1675 rVB2 276939 259605 17.21%  2.231%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.980 1680 1682 1685 rvVv 49074 55213 3.66% 0.475%
38 12.010 1685 1687 1690 rVB2 25540 21797 1.45% 0.187%
39 12.351 1742 1745 1747 rBV3 17021 20468 1.36% 0.176%
40 12.422 1755 1757 1760 rBV 22799 22558 1.50% 0.194%
41 12.469 1760 1765 1770 rVB6 36416 60401 4.00% ©.519%
42 12.592 1782 1786 1788 rBV 249084 233709 15.49%  2.009%
43 12.686 1800 1802 1806 rBV 90887 88427 5.86% 0.760%
44 12.822 1819 1825 1830 rBV 228480 272456 18.06%  2.342%
45 12.963 1845 1849 1853 rBV 1503787 1365518 90.53% 11.736%

46 14.033 2026 2031 2034 rBV2 404623 472876 31.35% 4.064%
47 14.127 2044 2047 2051 rVB 249144 230858 15.31% 1.984%
48 15.545 2285 2288 2293 rVB 221633 280901 18.62% 2.414%

Sum of corrected areas: 11635069
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF134353.D\data.ms
1500000
5.469 6.481
1000000 7.398
500000 6.834
5.075 5.8636.08%. 4686 475
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ﬂ‘ﬁsrj\aﬁ‘\\ I
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: BF134353.D\data.ms
9.192
12.963
1500000
1000000 10.669
8.116
9.875 11.369
500000
12.5922.822
oo Lo
8.528 9.1 9%5&733 1mmm211514252 0.786 11.287.439 61011. 1423
0 = O R ‘ — — —
Time--> 8.00 8.50 950 1000 1050 1100 11.50 12.00 12.50 13.00
Abundance TIC: BF134353.D\data.ms
1500000
1000000
14.033 15.545
4.127
500000
0 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\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.669 3.32 ng 62526 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 59
2 Diethyl carbitol 162 C8H1803 000112-36-7 59
3 Methane, tert-butoxymethoxy- 118 C6H1402 024209-75-4 47
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 45
5 1-Butene, 4-methoxy 86 C5H100 004696-30-4 43
Abundance Scan 779 (6.669 min): BF134353.D\data.ms (-775) (-) m/z 45.00 100.00%
45.0
5000 ]&
72.1 R ARARRNEEC
‘ \h | o1 171 6.40 6.60 6.80 7.00
OF vl ‘u‘” e m/z 43.80 52.05%
miz--> 20 40 60 8 100 120 140
Abundance #53403: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
48.0
6.40 6.60 6.80 7.00
72.0 o
29.0 ‘ 89.0 m/z 57.00 42.13%
0\\‘\“\HH\\‘H\\\‘\\‘\‘\H‘\\“\\l\]-\G.‘O\J-\3\3\.O‘\\\\
miz--> 20 40 100 120 140
Abundance #38390. Dlethyl carbitol
45.0
 RASREEE R
6.40 6.60 6.80 7.00
5000 720 m/z 59.10 30.12%
29.0
103.0
0 \\‘H‘H\\‘m\\iHH‘HH“HH‘HH‘HH
m/iz--> 60 80 100 120 140
Abundance #10063: Methane, tert-butoxymethoxy- e
45.0 6.40 6.60 6.80 7.00
m/z 41.00 25.53%
5000
29.0 103.0
H | 73.0
L N T R RERNERL RS s
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34

Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.786 3.29 ng 70567  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Nonane, 5-propyl- 170 C12H26 000998-35-6 55
5 Decane, 2-methyl- 156 C11H24 006975-98-0 52
Abundance Scan 1479 (10.786 min): BF134353.D\data.ms (-1474) (- m/z 57.00 100.00%
57.0
200 mewAwwwwAquwwwij
‘ ‘ 1130 184.1 1050 1100
ob—i I ww“ u““”u“‘w‘ ‘ﬁﬁ“'ﬁ“‘s “‘\\““2‘1‘9.‘2‘ —— 32 hw/z 71.18 69.98%
miz--> 50 100 150 200 250 300
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 —r— ——
10.50 11.00
113.0 m/z 43.00 60.27%
169.0
04 \“\ ‘\“" T ‘H‘ \“‘\ ““ \“‘ \“\ \‘ "\ ‘\ . \?‘lwl-\ow T 2\67\(\)\ T T
miz--> 50 100 150 200 250 300
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
—— —
10.50 11.00
5000 m/z 41.00 27 .46%
113.0 169.0
o0 Ll a0 zro
m/iz--> 50 100 150 200 250 300
Abundance #158622: Pentadecane, 2,6,10,14-tetramethyl- —— —
57.0 10.50 11.00
m/z 55.00 24.19%
5000
113.0
“ ‘ 183.0
LI -1 NN
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownll.257 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.257 2.29 ng 49042  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 49
2 Tetradecane 198 C14H30 000629-59-4 49
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43
4 4-Octanone 128 C8H160 000589-63-9 43
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 38

Abundance Scan 1559 (11.257 min): BF134353.D\data.ms (-1556) (- m/z 57.10 100.00%
57.1

5000

\ T
11.00 11.50

0’ m/z 71.10 85.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0

5000 85.0 —— T
11.00 11.50

m/z 85.10  58.55%

113.0 141.0
29-0‘ ‘ 183.0
\\\‘\‘\‘\\“\\\!‘\\“\\‘\\\\“\\H\‘\‘\\\‘\\\\‘\\\\“\\\\‘\2\]\_\6‘(\)\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0

— —
11.00 11.50

o

5000 85.0 m/z 184.00 55.50%
29.0
0 Ll 130 1410 1690 1980
e e A e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59088: Decane, 2,3,5-trimethyl- —— A =
57.0 11.00 11.50
m/z 43.05 53.33%
5000 85.0
29.0 141.0
Obrre b e J1130 1690 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.898 12.12 ng 259605  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1668 (11.898 min): BF134353.D\data.ms (-1665) (- m/z 73.00 100.00%

431 730
5000 1290
- =
11.50 12.00
0! m/z 59.95 88.84%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N T
11.50 12.00
m/z 43.10 84.60%

’ 157.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid
73.0

o T
43.0 11.50 12.00

5000 129.0 m/z 55.05  77.50%
171.0
‘ 214.0
AT 1Y P —
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 11.50 12.00

m/z 41.10 76.88%

5000 129.0
199.0
s T T
“‘HHMHHHHHM\H\ | 1] ‘

ouwmfuuwmwmwH‘HH‘HH_Mw_ww_w — —
miz--> 20 40 60 80 100120140160 180200220240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.980 2.58 ng 55213  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 52
2 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 50
3 Benzaldehyde, 4-(trifluoromethoxy)- 190 C8H5F302 000659-28-9 47
4 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 35
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 35

Abundance Scan 1682 (11.980 min): BF134353.D\data.ms (-1680) (- m/z 189.10 100.00%
189.1
5000
94.7
e
61.9 150.0 2431 286, 12.00
0- 286.- m/z 190.10 90.04%
miz--> 50 100 150 200 250
Abundance #64923: 4H- Cydopenuﬂdeﬂphenanﬂnene
90.0
5000 T
94.0 12.00
4. m/z 192.05  66.84%
310 630 \‘\ 370 ||
T T T T ‘ \ T \ T T T T T ‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #64989: 4-Bromothiophene-2-aldehyde
189.0
et e
12.00
5000 82.0 ITI/Z 191.10 47 .12%
39.0
1170
0‘ . “ \‘ \‘\‘ e 147 q‘\‘ ‘\‘ T
m/z-> 50 100 150 200 250
Abundance #65248: Benzaldehyde, 4-(trifluoromethoxy)- e
189.0 12.00
9.0 m/z 94.70  28.09%
5000
39.0
ot =Y B .
m/z--> 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl2.469 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.469  2.82ng 60401 Phenanthrene-dio 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-(2-Aminoethyl)thiophene-2-sulf... 206 C6H1ON202S2 109213-13-0 35

15

2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 18
3 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 14
4 1-Methylcyclohexylcarboxylic acid 142 C8H1402 001123-25-7 14
5 Palmitoleic acid 254 C16H3002 000373-49-9 11

Abundance Scan 1765 (12.469 min): BF134353.D\data.ms (-1760) (- m/z 55.00 100.00%
55.0

5000 97.1

T
129.0161.1 12.50

ol m/z 97.10  42.05%
miz--> 50 100 150 200 250 300
Abundance  #83023: 5-(2-Aminoethyl)thiophene-2-sulfonamide
30.0
5000 T
12.50
m/z 41.05 38.72%
96.0
ol 440 | 12801610 206.0
T T T ‘ T T T T T T ‘ T T T T ‘ \ T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #194425: 11-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 97.0 m/z 83.10 33.45%
264.0
37.0 180 0 2220
0150 H‘HW \\ il H\HH\ \H\ ’ \\u‘ “\ . ‘u‘ e ‘h . ‘2‘96 0
miz--> 50 100 150 200 250 300
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester ——
55.0 12.50
m/z 204.10 32.77%
5000 97.0
264.0
1800 222.0
5.0 38.0 | ‘ 296.0
o)== H\H““H‘ w‘\‘\‘ B — ‘ - ‘\‘ . iy T
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.686 4.13 ng 88427  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Heptadecanoic acid 270 C17H3402 000506-12-7 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 1802 (12.686 min): BF134353.D\data.ms (-1800) (- m/z 43.10 100.00%

431
5000 '

T T
12.50 13.00

oL ML m/z 59.95 91.10%

m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0
5000 129.0

12.50 13.00
m/z 55.10 87.01%

1850 541 284.0
0 \‘M \‘ T h \‘ T “ ety \“‘ T \“\ T
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
I — I —
12.50 13.00
5000 1290 m/Z 73 . 09 87 . 09°u
1710 213.0 256.0
oL— ‘\“ m\h”w ‘H‘\ ul ‘ “ | “‘ \‘ ““\‘ . “\‘ C
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid ‘

- T
73.0 12.50 13.00

m/z 57.05 73.91%

129.0
199.0 2420
L,nm\ Mh” ‘\H H\
100

41.0

5000

L 16700 \‘ |

‘ T
15 200 250 300 12.50 13.00

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.127 9.76 ng 230858 Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 39
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 36

Abundance Scan 2047 (14.127 min): BF134353.D\data.ms (-2044) (- m/z 277.10 100.00%
277.1

F:::::::zzz_,

5000
77.0 199.1 —— —
| ‘ 1521 “‘ 14.00 14.50
O b b ) 81728583 578 10 30.99%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 e st
14.00 14.50
77.0 169.0 m/z 199.05  18.53%
152.0
O \2\7\.0\‘}‘\\“\\‘\\\\““\\\“\H\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— —
14.00 14.50
5000 m/z 77.00 17.78%

o

77.0 183.0
27.0” el ‘\‘ \‘1\%%‘0‘\‘“” I “\“ L\ ?280
m/z--> 50 100 150 200 250 300 350

e T e
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro P

277.0 14.00 14.50
m/z 201.10 16.21%

5000
770 199.0
310 ' 152.0 ‘
‘ " I ‘u ‘\‘ \‘\ 347.0

(| RTINS N N SES S Sl l e —
miz--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134353.D

Acqg On : 18 Jul 2023 23:34
Operator : CG\JU

Sample : 03601-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Ethanol, 2-[2-(... 6.669 3.3 ng 62526 1 6.840 376985 20.0
Hexadecane, 2,6... 10.786 3.3 ng 70567 4 11.369 428406 20.0
unknown11.257 11.257 2.3 ng 49042 4 11.369 428406 20.0
n-Hexadecanoic ... 11.898 12.1 ng 259605 4 11.369 428406 20.0
4H-Cyclopenta[d... 11.980 2.6 ng 55213 4 11.369 428406 20.0
unknownl12.469 12.469 2.8 ng 60401 4 11.369 428406 20.0
Octadecanoic acid 12.686 4.1 ng 88427 4 11.369 428406 20.0
Triphenylphosph... 14.127 9.8 ng 230858 5 14.033 472876 20.0
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