LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc :

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136742.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.016 494 498 508 rVB 20006 24436  1.94%  0.245%
2 5.422 563 567 581 rBvV 1224531 1199624 95.46% 12.021%
3 6.428 734 738 741 rBV 1247626 1152694 91.73% 11.550%
4 6.781 795 798 802 rVB 491801 410120 32.64% 4.110%
5 7.345 889 894 897 rBV 887271 731225 58.19% 7.327%
6 7.375 897 899 902 rVB 25263 19002 1.51% 0.190%
7 7.422 902 907 910 rVB4 13007 16462 1.31% 0.165%
8 7.698 951 954 958 rVB3 15208 13602 1.08% 0.136%
9 7.816 969 974 977 rBV5 7795 13839 1.10% 0.139%
106 8.057 1009 1015 1019 rBV 557990 511590 40.71% 5.126%
11  8.122 1023 1026 1028 rVB 18054 15045 1.20% ©0.151%
12 8.263 1047 1050 1052 rVB2 16528 15830 1.26% 0.159%
13 8.351 1060 1065 1067 rBV6 10228 16182 1.29% 0.162%
14 8.480 1083 1087 1089 rBV 31512 26806 2.13% 0.269%
15 8.598 1104 1107 1109 rBvV2 22181 19420 1.55% ©.195%
16 8.651 1113 1116 1119 rBV 34397 27085 2.16% 0.271%
17 8.933 1162 1164 1168 rBV5 10652 13915 1.11% 0.139%
18 9.080 1187 1189 1194 rVB 38977 31268 2.49% 0.313%
19 9.139 1195 1199 1202 rBV 1407147 1256627 100.00% 12.592%
20 9.216 1208 1212 1215 rBvV3 43982 41780 3.32% 0.419%
21  9.257 1215 1219 1222 rBV 67519 67592 5.38% 0.677%
22 9.539 1261 1267 1269 rBV2 39157 43549 3.47% 0.436%
23 9.751 1300 1303 1307 rVB 20220 19387 1.54% 0.194%
24 9.816 1311 1314 1317 rVB 574281 433866 34.53% 4.348%
25 10.074 1354 1358 1362 rBV6 11588 15351 1.22% 0.154%
26 10.251 1385 1388 1390 rVB 18361 16736 1.33% 0.168%
27 10.474 1421 1426 1430 rVB 22001 30238 2.41% 0.303%
28 10.610 1445 1449 1456 rBV 641889 577448 45.95% 5.786%
29 10.733 1466 1470 1477 rVB 39480 56843 4.52% 0.570%
30 11.204 1547 1550 1555 rVB 27768 28027 2.23% 0.281%
31 11.310 1564 1568 1571 rBV 487204 425606 33.87% 4.265%
32 11.604 1608 1618 1622 rBv4 20864 45500 3.62% 0.456%
33 11.704 1633 1635 1641 rVB 47088 40823 3.25% 0.409%
34 11.839 1655 1658 1667 rBV 126135 138211 11.00%  1.385%
35 12.092 1698 1701 1708 rBV 50056 48508 3.86% 0.486%
36 12.239 1723 1726 1732 rBVS8 9191 18178 1.45% 0.182%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

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-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.363 1744 1747 1749 rBV4 15351 17079 1.36% 0.171%
38 12.392 1749 1752 1754 rVV 224088 211705 16.85% 2.121%
39 12.415 1754 1756 1761 rVB2 161180 139206 11.08% 1.395%
40 12.504 1768 1771 1773 rBV 24973 17787 1.42% 0.178%
41 12.527 1773 1775 1777 rBV 18092 16284 1.30% 0.163%
42 12.633 1790 1793 1799 rBV5 25764 35560 2.83% 0.356%
43 12.757 1811 1814 1816 rBV 19035 18550 1.48% 0.186%
44 12.904 1835 1839 1842 rBV 1386785 1151064 91.60% 11.534%
45 13.139 1876 1879 1883 rBv4 19765 24038 1.91% 0.241%
46 13.815 1991 1994 1996 rBvV3 21821 22855 1.82% 0.229%
47 13.857 1997 2001 2005 rBV7 25170 54323  4.32% 0.544%
48 13.962 2015 2019 2023 rBV 453691 400468 31.87% 4.013%
49 14.821 2162 2165 2169 rVB 76486 72716 5.79% 0.729%
50 15.445 2267 2271 2275 rBV 201710 235583 18.75% 2.361%

Sum of corrected areas: 9979633
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Dec 2023 03:14
¢ CG\JU
. 05538-01

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
BF136742.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF136742.D\data.ms
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9.139 12.904
10.610
i 4 :
e N e e eSS és e
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TIC: BF136742.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.257 3.12 ng 67592  Acenaphthene-di0 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8HI9NO2 000621-42-1 58
3 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 58
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1219 (9.257 min): BF136742.D\data.ms (-1215) () m/z 43.00 100.00%
3.0

109.1
5000 151.1
e ARAEEsE SR
‘ 85.1 . 9.00 9.20 9.40 9.60
0ottty i b 7O nyz 109.10  68.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
43.0
5000 L L I L LI L B
9.00 9.20 9.40 9.60
690 m/z 151.05 45.92%
Otrr T o \"‘ {7 \“\““ \“‘\“\ \HN T ‘\H\ T \‘LHP\ “\ i \“ T ! T ‘:\L\?ﬁ‘ow T ‘2\1\-:\[\(‘]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol
109.0
R B RRE T
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.00 19.67%
43.0
80.0
150 | | [ | |
o) e A AN SRR SRS RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28881: 3-Pyridinol, 4-methyl-, acetate (ester) T RRRmEES
109.0 9.00 9.20 9.40 9.60
43.0
m/z 85.10 13.06%
5000
80.0
‘ 151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.539 2.01 ng 43549  Acenaphthene-d10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 86
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 86
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 78
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 78
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72

Abundance Scan 1267 (9.539 min): BF136742.D\data.ms (-1261) (-) m/z 57.10 100.00%

57.1
. 59 M
‘9g0‘ |
42,9 174.1 :
o] — ‘_‘“‘m w‘_m“mﬁ_m_m_Mwwww m/z 71.65 89.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 85.0 T \
9.50
m/z 43.05 73.48%
290 HB01L0 s
O\‘\‘\‘H“H\H‘\\“1\‘\\\\“\\”\‘\\H‘\\\\‘\\\\“\\\\‘%l\\e‘g\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
T \
9.50
5000 85.0 m/z 85.05 41.68%
126.0 155.0
0 \ | I J ., | 183.0211.0239.0
‘_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_‘H_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59107: Nonane, 2-methyl-5-propyl- ‘ ‘AﬁﬂﬁJbr ‘
57.0 9.50
m/z 41.05 40.31%
5000
85.0
20 | 112.0 140.0
0‘_\HWHJWHMW‘Hw‘ﬂ‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Tridecane, 5-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.733 2.67 ng 56843  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 86
2 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 59
Abundance Scan 1470 (10.733 min): BF136742.D\data.ms (-1466) (. m/z 57.10 100.00%
57.1
5000
85.0
— —
‘ H 11‘3 0 451691 10.50 11.00
Oty Mot iR b m/z 71,05 74.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 i —
10.50 11.00
85.0 m/z 43.05  54.40%
112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
—— —
10.50 11.00
5000 85.0 m/z 85.05 32.09%
113.0
29.0 141.0
W I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90205: Dodecane, 2,6,11-trimethyl- —— —h
43.0 10.50 11.00
71.0
m/z 41.05 25.77%
- ’\/MW
L0 110 1690 1970
R e AR AR B S P P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.604 2.14 ng 45500  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 86
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
3 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
4 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
5 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 64

Abundance Scan 1618 (11.604 min): BF136742.D\data.ms (-1608) (1 m/z 57.00 100.00%
57.0
o mﬁmwmwwwwfﬂwﬂ¢mﬂWMﬁwﬂ
97.0 T T
A ‘ | 13121629 2041 11.50 12.00
oL : ‘\‘\H \H‘HMH\‘\H MH\H o ‘H‘ - m/z 43.10 65.57%
miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 el ——
1.0 11.50 12.00
m/z 71.10 45.41%
| H ‘ WHM\ L 1750 288.0
O T T \‘ ‘ T T \H‘ \ \ T : T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
— —
11.50 12.00
5000 m/z 55.10 39.43%
‘ 97.0
sl LLL 1 120 qmo 790 zsio
miz--> 50 100 150 200 250 300
Abundance #184137: Octadecane, 1-chloro- T T
57.0 11.50 12.00
m/z 41.00 38.08%
5000
1.0
ol L1189 1750 2170 2sa0 2880
e “‘ bl i T — —
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 6.49 ng 138211  Phenanthrene-di10 11.310
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 1658 (11.839 min): BF136742.D\data.ms (-1655) (1 m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.2 .
‘ H M 157.1185.1 ‘ 256.1 11.50 12.00
oww‘ww il “ww\““w‘l‘wwm‘q el ke m/z 43.65  94.57%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 - —
129.0 11.50 12.00
213.0 m/z 60.00 88.60%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ \\H\H\M{‘\‘HH\H““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘N‘H\\‘\‘\\\‘H\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
P Py
11.50 12.00
5000 ITI/Z 41.05 73.36%
129.0
‘ ‘ 171.0 214.0
0?
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — —
43.0 ,73.0 11.50 12.00
m/z 56.95 70.77%
5000 129.0
199.0
s e
0%§Rk“JWNWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Isopropyl palmitate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.28 ng 48508  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
3 Methyl 3-methoxyamino-propanoate 133 C5H11NO3 078191-05-6 38
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 25
5 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 25
Abundance Scan 1701 (12.092 min): BF136742.D\data.ms (-1698) (- m/z 43.10 100.00%
431
5000
I \
12.00
ol il m/z 60.00 54.11%
miz-> 50 100 150 200 250 300
Abundance #197285: Isopropyl palmitate
43.0
102.0 Jl
5000 e :
256.0 12.00
m/z 102.10 50.70%
1510 2130
O T T h‘\ ‘\“ “‘ ‘\H‘\ \ \ ‘\ \‘ \‘\ ‘ \ T \ ‘ ‘\ T \2\98‘-(
miz-> 50 100 150 200 25 300
Abundance #143509: n-Hexadecanoic acid
43.0
/- Ay ‘
12.00
5000 256.0 m/Z 57.05 47.01%
129.0
33.0 213.0
‘ ‘ 171.0
0““‘ M‘H “H‘\‘H‘\ ‘\\ “““u ‘\‘\““““‘
miz--> 50 100 150 200 250 300
Abundance #16769: Methyl 3-methoxyamino-propanoate ——
60.0 12.00
m/z 41.05 40.27%
5000 102.0
2 OH ‘ 133.0
o‘ﬁﬂ“”‘ T —— ——
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.392 9.95 ng 211705  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 97
4 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 95
5 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 95

Abundance Scan 1752 (12.392 min): BF136742.D\data.ms (-1749) (1 m/z 67.05 100.00%
67.0

09.1 = e
50.1 12.00 12.50
262.1
ob—— Lw‘ 191.1 2259 2941 m/z 81.10 84.59%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 = e
12.00 12.50
09.0 m/z 55.00 62.10%
I W\J\\ ] ?O 262.0294.(
O\\\}‘ il ‘\H‘\”\ \‘\‘\\’\\\\‘\”\\\“
miz--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
— —
12.00 12.50
5000 m/z 41.05 58.34%
29.0 09.0
263.0294.(
oL, \“ L mH ‘uu‘ m ‘\‘1‘8‘1‘0 2200 1 |
m/z--> 100 150 200 250
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- — ——
67.0 12.00 12.50
m/z 95.05 52.08%
5000
09.0 "
oL UL U i amez 23070 e
miz--> 50 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14

Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 15-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.416 6.54 ng 139206  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 15-Octadecenoic acid, methyl ester 296 C19H3602

2 trans-13-Octadecenoic acid, meth.
3 (Z)-15-Octadecenoic acid methyl ...

.. 296

296

C19H3602
C19H3602

4 10-Octadecenoic acid, methyl ester 296 C19H3602
5 14-Octadecenoic acid, methyl ester 296 C19H3602

004764-72-1 86
1000333-61-3 78
1000427-69-3 78
013481-95-3 78
056554-48-4 72

Abundance Scan 1756 (12.415 min): BF136742.D\data.ms (-1754) (- m/z 55.10 100.00%

5]:
20 1N MNVAWMWAwMNA“AMWMV”
264. .
‘ 141.1 1802 222.1 12.50
oL “hLﬂ HHHWM\MWNWMW‘M‘M\\“H“H W — m/z 69.10 67.76%
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
53.0
5000 87.0 T
12.50
264.0 m/z 74.08  65.51%
e
ok “\‘ ‘}n““ ‘u ‘\\‘MH‘ \“\‘H sl \\ T ;u‘ , i — ‘
miz-> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
4 Al
12.50
5000 m/z 41.85 59.24%
97.0
264.0
38.0 1800 222.0
0]"5 ‘0\\‘ \“‘ ‘\HH m u‘H\ ‘HM ‘ﬁ‘ alli ‘\h ) S ‘ ‘h‘ ‘2‘96‘0
miz-> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester T
74.0 12.50
m/z 83.10 51.99%
5000
41.0 264.0
10.0
Ll 0|
ob—— “ \! \\\AWMWW n @50 “\“‘ “‘Z?ﬁﬂ S
miz--> 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14

Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.857 2.71ng 54323 Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
I Cyclohexane, 1,2-dimethyl-3-pent... 224 CléH32 062376-17-4 60
-Heptadecene 238 C17H34 006765-39-5 51

ctadecane, 1-(ethenyloxy)-

238 C16H300
296 C20H400

1C
21
3 E-14-Hexadecenal
4 0
52

,5-Dimethyl-1-pyrroline 97 C6H11IN

Abundance Scan 2001 (13.857 min): BF136742.D\data.ms (-1997) (-]

330207-53-9 50
000930-02-9 49
000822-64-0 45

m/z 57.05 100.00%

57.0
97.1
5000
177.2 — —
139.0 2481 3019, .. 1350 14.00
0 “‘1Mu by m/z 43.05 90.24%
miz--> 50 100 150 200 250 300
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
5000 — —
153.0 13.50 14.00
m/z 97.10  81.49%
0 \“\ ‘\‘ “ T h!‘ ‘\“h\““ h‘\ T ‘h\ —— ‘\22\‘4\0\ LB A B
miz--> 50 100 150 200 250 300
Abundance #121340: 1-Heptadecene
57.0
97.0 — ——
13.50 14.00
5000 m/z 55.00  78.03%
oo LLLLL 300 320 zmo
miz--> 50 100 150 200 250 300
Abundance #121278: E-14-Hexadecenal — —
43.0 13.50 14.00
83.0 m/z 83.00 63.32%
5000
i
ol b T] o0 20
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.821 6.17 ng 72716  Perylene-d12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 72
3 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 59
4 1,2-Epoxy-3,7,11-trimethyl-(6E,1... 238 C15H2602 1000432-46-2 59
5 6,10,14-Hexadecatrien-1-0l, 3,7,... 292 C20H360 036237-66-8 56

Abundance Scan 2165 (14.821 min): BF136742.D\data.ms (-2162) (-1 m/z 69.05 100.00%
69.0

5000

-

137.1
| \‘\‘\ ll \‘u “\“‘ .“ i

- _—
1450  15.00

191.1 256.1 :

Ll b e, (2202 3053 386.2 4100 /7 81,05 57.04%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene

o

(o]
©
o

5000 — —
14.50 15.00
1370 m/z 41.10 24.14%
O‘ T \-(‘\) i ““\‘ | \“M“[‘H\ ‘iM \“‘“‘\ l‘ \h \]‘.‘\g‘%“c\) T ‘2\7\3\.(\)[ T \3\4}‘0\ T \4‘1\0\‘
miz—> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
T [ -
14.50 15.00
5000 m/z 95.10 16.40%
137.0
b biddl ], 1010 2730 3410 a10y
L L e L B Y B B B B

miz—> 0 50 100 150 200 250 300 350 400
Abundance  #95506: 3,7,11-Trimethyl-2,6,10-dodecatrienenitrile — —
69.0 14.50 15.00

m/z 137.05  13.48%

5000

3

L 1370 2170
L — —
miz-> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122623\
Data File : BF136742.D

Acqg On : 27 Dec 2023 03:14
Operator : CG\JU

Sample : 05538-01

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
2,4,7,9-Tetrame. .. 9.257 3.1 ng 67592 3  9.816 433866 20.0
3-Ethyl-2,6,10-... 9.539 2.0 ng 43549 3 9.816 433866 20.0
Tridecane, 5-pr... 10.733 2.7 ng 56843 4 11.310 425606 20.0
1-Octadecanesul... 11.604 2.1 ng 45500 4 11.310 425606 20.0
n-Hexadecanoic ... 11.839 6.5 ng 138211 4 11.310 425606 20.0
Isopropyl palmi... 12.092 2.3 ng 48508 4 11.310 425606 20.0
9,12-Octadecadi... 12.392 9.9 ng 211705 4 11.310 425606 20.0
15-Octadecenoic... 12.416 6.5 ng 139206 4 11.310 425606 20.0
Cyclohexane, 1,... 13.857 2.7 ng 54323 5 13.963 400468 20.0
Squalene 14.821 6.2 ng 72716 6 15.445 235583 20.0
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