LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc :

ALS Vvial : 18 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 M\Methods\8270-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42549.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.463 381 387 400 rBV 184080 281518 12.76%  2.544%
2 7.092 655 664 675 rBv 173674 295228 13.39% 2.668%
3 7.922 799 805 816 rBV 282197 481449 21.83% 4.350%
4 9.122 1004 1009 1018 rBV 104380 178103 8.08% 1.609%
5 10.745 1278 1285 1291 rBV 349460 582789 26.42% 5.266%
6 12.080 1505 1512 1520 rBV2 17112 25939 1.18% 0.234%
7 13.192 1696 1701 1714 rBV 283050 425274 19.28%  3.843%
8 13.327 1714 1724 1728 rBV 28983 44839 2.03% 0.405%
9 13.421 1733 1740 1747 rBV 111593 172876 7.84% 1.562%
10 14.398 1902 1906 1911 rBV 40477 47442 2.15% 0.429%
11 14.574 1930 1936 1943 rBV 527558 735836 33.36% 6.649%
12 15.351 2063 2068 2072 rBV 47701 58861 2.67% 0.532%
13 15.745 2130 2135 2141 rBV2 18450 32530 1.47% 0.294%
14 16.068 2184 2190 2200 rBV 218848 317321 14.39% 2.867%
15 16.215 2210 2215 2223 rBV 60620 88037 3.99% 0.796%
16 17.009 2345 2350 2353 rBV 51345 66018 2.99% 0©.597%
17 17.045 2353 2356 2362 rVB 19777 29923 1.36% 0.270%
18 17.327 2398 2404 2409 rBV 622079 857086 38.86% 7.745%
19 17.368 2409 2411 2416 rVB 29274 36195 1.64% 0.327%
20 17.745 2471 2475 2480 rBV 51886 67175 3.05% 0.607%
21 17.945 2504 2509 2514 rBV 349011 412899 18.72% 3.731%
22 18.174 2544 2548 2556 rBV 151246 240545 10.91% 2.174%
23 18.445 2590 2594 2599 rBV 51179 67263 3.05% 0.608%
24 18.574 2613 2616 2622 rVB3 31387 39623 1.80% 0.358%

9.

25 19.092 2699 2704 2707 rBV 1915223 2205465 100.00%

[any

26 19.121 2707 2709 2720 rVB2 940665 1189198 53.92%
27 19.250 2727 2731 2735 rBV 205431 233660 10.59%
28 19.315 2739 2742 2744 rBV 96797 118744 5.38%
29 19.339 2744 2746 2750 rVB2 104157 121185 5.49%
30 19.456 2762 2766 2772 rBV 112910 182264 8.26%

=
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31 19.939 2844 2848 2855 rBV 464769 606102 27.48%
32 21.509 3112 3115 3120 rVB 683598 825216 37.42% 7.457%

v
i
~
N
R

Sum of corrected areas: 11066603
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM042549.D\data.ms
2000000
1500000
1000000
500000 1074
7.922 0.745
5.463
fL 7.K92 9122
O \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\“L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM042549.D\data.ms
2000000 19.092
1500000
19(121
1000000
19.939
17.327
14.574
500000
6
13.192 16.068
2.080 1377 14.39 15.35115 745 ]AG-AZB W QPR 368 714
O e [ e e B L L L e e B e e B B
Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM042549.D\data.ms
2000000
21.509
1500000
1000000
500000
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.421 4.70 ng 172876  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 ©55759-91-6 59
3 Metacetamol 151 C8H9NO2 000621-42-1 58
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 53
5 Acetaminophen 151 C8H9NO2 000103-90-2 53
Abundance Scan 1740 (13.421 min): BM042549.D\data.ms (-1733) (- | m/z 43.10 100.00%
3.1
109.1
5000 151.1
85.1 1350
B A ““‘u“““w,w“”lu“uww‘me‘l?‘?’ﬁ‘l‘m‘ m/z 109.10  61.82%
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 T
13.50
69.0 m/z 151.05 38.29%
Otrr T 1T \"‘ i \“\““ \“‘\“\ \H“‘\‘\‘\H\ T \“\Hl‘\ “\ i \“ TT ! T ‘:\L\Y?\‘O\ TTT ‘2\1\-:\'-\0‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
=
13.50
m/z 41.05 27.94%
5000 43.0 151.0 /
81.0
179.0
Ottt e e e e e e e ey
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724: Metacetamol T
109.0 13.50
m/z 85.10 13.55%
5000 151.0
43.0
80.0
o2 e b ey || n AP
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.215 2.05 ng 88037  Phenanthrene-dle 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2215 (16.215 min): BM042549.D\data.ms (-2210) ({ | m/z 57.85 100.00%

57.0
5000

99.1
155.0
Obre st e b byt 2o e 285 m/z 43.05  74.21%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 — —
16.00 16.50

‘ m/z 71.10 61.87%
o

99.0
27“0\‘ L ‘\ [, H‘ i \14;10 1830 2680
H‘HH‘ \H‘\\H‘HH‘HH‘H\\’HH’HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

o

5000 ITI/Z 41.05 40.33%
99.0
0 27.0 141.0 182.0211.0240.0
T [ T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane T —
57.0 16.00 16.50

m/z 85.10  34.35%

5000
99.0
0 27\‘-0‘\ H\ 1 \14%['0 183.0 226.0

e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49

Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 3 Pentadecanoic acid, 14-meth...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.945 9.63 ng 412899  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 97
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2509 (17.945 min): BM042549.D\data.ms (-2504) (1 m/z 74.10 100.00%
74.1
5000
143.0 227.2 18.00
0b ‘“M “ﬂ‘«‘vh - “‘ 18‘51‘ 208 31 s g7.e5  69.18%
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 T
18.00
m/z 43.10 40.80%
29. 143.0
0 \“\ ‘\‘ ““‘\ ‘L‘ \““‘\ ““ ot \‘ ‘ T :\LS\“S\(‘) \Z\ZZF) ‘2\79\0\ L
miz--> 50 100 150 200 250 300 350
Abundance
74.0
——
18.00
5000 m/z 41.10 32.78%
29.0 143.0 270.0
185.0 227.0
L NN
m/z--> 50 100 150 200 250 300 350
Abundance #109335: Tridecanoic acid, methyl ester —
74.0 18.00
m/z 55.10  31.28%
5000
43.0 185.0
299 | " 2280
O e —
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 4
R.T. EstConc Area Relative to ISTD R.T.
18.174 5.61 ng 240545  Phenanthrene-di10 17.327
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2548 (18 174 min): BM042549.D\data.ms (-2544) (- | m/z 73.10 100.00%

5000
129.1

213.2 — i——
171 2 ‘ 256.1 aa1 18.00 18.50
ok k. . ol blado ST m/z 43,10 93.74%

dh\‘\ \‘
mi/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
“LJI“ “‘M

5000 129.0 T T
18.00 18.50

m/z 60.05 86.49%

171 0 213.0 256.0

O L \M ‘

miz--> 100 150 260 250 300
Abundance
73.0
18.‘00 18f50
5000 ITI/Z 41.10 83.49%
129.0
29.0 185.0 228.0 M
L L L L
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50

m/z 55.10  74.52%

129.0
199.0 2420
L \\h” ‘\H ul ‘ ‘ ‘\ | ‘

100 150 200 250 300 18.00 18.50

5000

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.092 51.46 ng 2205470  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 98
Abundance Scan 2704 (19.092 min): BM042549.D\data.ms (-2699) (- | m/z 67.10 100.00%
67.1
5000 L
09.1 T T
‘ 150.2 263.3 ‘ 19.00
0 M‘!‘ L (7,185,1220.2 “BPU 3011 387. /. g1.18  78.39%
m/z--> 50 100 150 200 250 300 350
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 — :
19.00
09.0 o
‘ 1500 294.0 m/z 55.10 72.83
0 h““‘l“\m\“h‘\ ‘}h \“‘;8\5\-0‘2\29'\0\ T \“\ T \“ L
miz--> 50 100 150 200 250 300 350
Abundance
67.0
T \
19.00
5000 m/z 41.10 67.55%
109.0
149.0 262.0
ol AL Rl b b b
m/z--> 50 100 150 200 250 300 350
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate e ‘
67.0 19.00
m/z 95.10  49.53%
5000
09.0 294.0
150.0
Gl gy 2200
Ol b e b =
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.121  27.75 ng 1189200  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
2 Methyl myristoleate 240 C15H2802 056219-06-8 91
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91

Abundance Scan 2709 (19.121 min): BM042549.D\data.ms (-2707) (- m/z 55.10 100.00%

55.1
5000
7.1
—. —
“ | 1371 180.2 222.3 2643 19.00 19.50
0! Ll \‘\ ‘W\‘w‘m‘m“‘h“\h e !‘ Py ‘H“ : ‘3‘1‘1-‘2‘ :"’5‘4‘1 m/z 41.10 71.87%
miz--> 50 100 150 200 250 300 350

Abundance #194453: 11-Octadecenoic acid, methyl ester, (2)-

=

5000 1 ‘ ‘
19.00 19.50
m/z 69.10 61.74%

O,
miz--> 50 100 150 200 250 300 350
Abundance

55.0
o o
19.00 19.50
m/z 43.10 55.55%
5000 9.0 /
166.0
208.0
L5.0

o= b bt
m/z--> 50 100 150 200 250 300 350
Abundance #194425: 11-Octadecenoic acid, methyl ester — —

55.0 19.00 19.50
m/z 74.10 53.89%
5000 97.0
264.0
H 37.0 180.0 222.0 ‘

0,"5' u“\u\\‘\H\H‘MH\‘Mm‘\h s ‘!‘ —_ p“ P “‘ R — e

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.250 5.45 ng 233660  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 97
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 93
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
Abundance Scan 2731 (19 250 min): BM042549.D\data.ms (-2727) (- | m/z 74.05 100.00%
74.0
3.1 255.3 19.00 1950
S — ’“\L Ay “‘ et ey 3452 4000 o 87,05 68.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197273: Methyl stearate
74.0
5000 — P
19.00 19.50
143.0 m/z 43.10 46.35%
‘ 199.0 2565. 0298 0 /
0 \\“\‘\"‘\‘\‘\‘“‘\““\‘\‘\\‘\\\‘\“\\\\“\h\\\"\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400
Abundance
74.0
— —
19.00 19.50
5000 m/z 41.10 30.61%
28.0
143.0 25502980
199.0
R L
m/z--> 50 100 150 200 250 300 350 400
Abundance #232222: Eicosanoic acid, methyl ester T —
74.0 19.00 19.50
m/z 55.10  29.25%
5000
143.0
326.0
Lo 1990201,02030%
oHuJ,u 1 TSN BN St it VMBS M % —_
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 trans,trans-9,12-Octadecadi... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.315 2.77 ng 118744  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-9,12-Octadecadienoic... 322 C21H3802 1000405-14-9 97
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 95
3 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 93
4 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 93
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 91

Abundance Scan 2742 (19.315 min): BM042549.D\data.ms (-2739) (- | m/z 67.10 100.00%
67.1
5000 ﬂ\J\
09.1 — —
19.00 19.50
151.1
oLl M‘ b “h L ““5‘“ wz‘?? L ‘2‘7‘2‘“1‘ B3L 4000 s si.1e 77.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227201: trans,trans-9,12-Octadecadienoic acid, propyl €
67.0
5000 956 ‘9‘6
09.0 263.0 19. 19.5
m/z 41.10 63.68%
64.0 2200 3220
OL\S.\q ‘i‘ “MH‘“ HH‘“!H\““‘\N‘ ‘h \“‘\ “‘\ T ‘ T \ TT ‘\ \ T ’ T \ T ‘ T T 1T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
— —r
19.00 19.50
5000 m/z 55.10 57.42%
109.0
164.0 294.0
15.0 2200
O e e B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)- — —
67.0 19.00 19.50
m/z 95.10 57.37%
5000
09.0
h 280.0
NI E 1 V. E -0 N N ) (N | W
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49

Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: 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 9 1-Tridecanethiol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.339 2.83 ng 121185  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecanethiol 216 C13H28S 019484-26-5 89
2 7-Heptadecene, 1-chloro- 272 C17H33Cl 056554-78-0 80
3 2-Undecanethiol, 2-methyl- 202 C12H26S 010059-13-9 72
4 7-Tetradecene 196 C14H28 010374-74-0 72
5 n-Pentadecanol 228 C15H320 000629-76-5 53

Abundance Scan 2746 (19.339 min): BM042549.D\data.ms (-2744) (- | m/z 55.10 100.00%
55.1
5000 97.1 ﬁ&\Jx/\‘ﬁk/»M
T —
H‘ ‘ }38.1 180.1 221.1 264.1 311.1 352.2 19.00 19.50
0 \WWWWWWWHH”Wﬂ‘WWWNW‘NJ\H‘HW”WHfH m/z 41.10 85.79%
m/z--> 50 100 150 200 250 300 350
Abundance #94376: 1-Tridecanethiol
55.0
5000 97.0 N U
19.00 19.50
216.0 m/z 69.10 81.52%
LU e
0 \‘\“N“‘WH\ \“”\“‘ }‘\h\ T “\ T \‘\ T B L L
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
— —
19.00 19.50
5000 97.0 m/z 43.10 73.61%
. 1400 2050 2720
L B e L A B A B O SR
m/z--> 50 100 150 200 250 300 350
Abundance #77854: 2-Undecanethiol, 2-methyl- — —
41.0 19.00 19.50
m/z 57.10 58.14%
- | M
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.456 4.42 ng 182264  Chrysene-di12 21.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tricosanoic acid 354 C23H4602 002433-96-7 68
Abundance Scan 2766 (19.456 min): BM042549.D\data.ms (-2762) (- | m/z 43.10 100.00%
s000 J\M
251 129.1
185.2 T
24125843 4392 358, 1950
— £330 m/z 73.10 80.59%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 T
129.0 19.50
m/z 60.10 73.74%
29. ‘ 185.0 541 0284.0
O' ‘\“\“h““‘“hm \“\\\\‘\\\\“\\\‘\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
73.0 M
S —
19.50
5000 129.0 m/z 55.10 71.48%
29.0
199.0242.0
oL IR el L L
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e T
43.0 19.50
m/z 57.10 69.87%
5000 284.0
0 129.0
' ‘ 185.0 2410
o b T L arg -
m/z--> 50 100 150 200 250 300 350 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42549.D

Acqg On : 01 Nov 2023 20:49
Operator : MA/JU

Sample : 05083-01 5X

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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... 13.421 4.7 ng 172876 3 14.574 735836 20.0
Nonadecane 16.215 2.0 ng 88037 4 17.327 857086 20.0
Pentadecanoic a... 17.945 9.6 ng 412899 4 17.327 857086 20.0
n-Hexadecanoic ... 18.174 5.6 ng 240545 4 17.327 857086 20.0
9,12-Octadecadi... 19.092 51.5 ng 2205470 4 17.327 857086 20.0
11-Octadecenoic... 19.121 27.8 ng 1189200 4 17.327 857086 20.0
Methyl stearate 19.250 5.5 ng 233660 4 17.327 857086 20.0
trans,trans-9,1... 19.315 2.8 ng 118744 4 17.327 857086 20.0
1-Tridecanethiol 19.339 2.8 ng 121185 4 17.327 857086 20.0
Octadecanoic acid 19.456 4.4 ng 182264 5 21.509 825216 20.0
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