LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42
Operator : CG\JU

Sample : 05213-02

Misc :

ALS Vvial : 22 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136135.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.046 493 503 510 rBV 37926 49641 3.26% ©0.361%
2 5.446 566 571 574 rBV 1614442 1394476 91.51% 10.137%
3 6.446 736 741 744 rBV 1409251 1333646 87.52% 9.695%
4 6.646 772 775 782 rBV 30234 32703 2.15% 0.238%
5 6.816 801 804 808 rBV 635525 511165 33.55% 3.716%

6 7.375 895 899 902 rBV 989889 885156 58.09% 6.435%
7 8.098 1018 1022 1025 rBV 831211 633913 41.60% 4.608%
8 9.175 1202 1205 1208 rBV 1931657 1523809 100.00% 11.077%
9 9.298 1222 1226 1230 rBV 969774 823750 54.06% 5.988%

9

10 .857 1317 1321 1324 rVB 761555 632269 41.49%  4.596%
11 10.645 1451 1455 1458 rBV 982215 824009 54.08% 5.990%
12 11.345 1570 1574 1577 rBV 694774 569840 37.40% 4.142%
13 11.369 1577 1578 1581 rVB 65519 38802 2.55% ©0.282%
14 11.751 1640 1643 1649 rVB2 27415 24092 1.58% ©.175%
15 11.886 1662 1666 1669 rBv2 181205 165361 10.85% 1.202%
16 11.922 1669 1672 1676 rVB 70531 65228 4.28% 0.474%
17 12.445 1757 1761 1762 rBV2 22874 23760 1.56% ©.173%
18 12.463 1762 1764 1767 rVB 105737 86433 5.67% ©.628%
19 12.563 1776 1781 1785 rBV 95341 91415 6.00% 0.665%
20 12.610 1786 1789 1792 rVV 37961 33973 2.23% 0.247%
21 12.680 1796 1801 1804 rVVv2 99223 105222 6.91% ©.765%
22 12.716 1804 1807 1810 rVV 305092 282072 18.51% 2.050%
23 12.775 1814 1817 1818 rVV 41360 33795 2.22% 0.246%
24 12.792 1818 1820 1823 rVB 87838 73163 4.80% 0.532%
25 12.945 1842 1846 1850 rBV 1549469 1316407 86.39% 9.569%
26 13.186 1884 1887 1891 rBV2 24885 25001 1.64% 0.182%
27 13.433 1919 1929 1932 rBV9 30984 72612 4.77% 0.528%
28 13.486 1935 1938 1941 rVV2 40484 50725 3.33% ©0.369%
29 13.533 1943 1946 1949 rVB2 41292 42399 2.78% ©0.308%
30 13.869 2000 2003 2004 rBV 28127 22654 1.49% 0.165%
31 13.892 2004 2007 2019 rVB9S 25782 66883 4.39% 0.486%
32 14.004 2021 2026 2029 rBV 711771 714594 46.90%  5.195%
33 14.027 2029 2030 2033 rVB 46865 23734 1.56% 0.173%
34 14.186 2054 2057 2061 rVB 40591 32829 2.15% ©.239%
35 14.492 2106 2109 2112 rBV 41600 42692 2.80% ©.310%
36 14.651 2133 2136 2141 rBV2 31182 44092 2.89% 0.321%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42
Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.792 2156 2160 2161 rBv4 15420 22384 1.47% 0.163%
38 14.810 2161 2163 2167 rVB2 47056 41965 2.75% ©.305%
39 15.051 2199 2204 2207 rBV3 35051 55886 3.67% ©.406%
40 15.163 2219 2223 2227 rVB 37341 42387 2.78% 0.308%
41 15.357 2253 2256 2261 rVB 24341 31930 2.10% ©.232%
42 15.421 2261 2267 2273 rBV 34107 44892  2.95% 0.326%
43 15.492 2273 2279 2287 rW 582680 715960 46.98% 5.205%
44 15.557 2287 2290 2297 rVB4 23552 33795 2.22% 0.246%
45 16.015 2363 2368 2373 rBV3 20701 33193 2.18% 0.241%
46 16.986 2529 2533 2540 rVB3 10899 22221 1.46% 0.162%
47 17.439 2605 2610 2617 rVB 8992 19390 1.27% ©.141%
Sum of corrected areas: 13756318
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Nov 2023 20:42
¢ CG\JU
: 05213-02

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136135.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF136135.D\data.ms
5.446
1500000 6.446
1000000 7.375
6.816
500000
5.046 6.646
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF136135.D\data.ms
9.175
12.945
1500000
1000000 9.298 10.645
8.098
9.857 11.345
500000
12.716
11.886 12
. 11,369 11.7%%32 12.?1’%? i 7‘% 13.186
v o Fop T T T o o] : B el e SR
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: BF136135.D\data.ms
1500000
1000000
14.004
15.492
500000
384883 13 .186 %ﬂ%@@s 57  16.015 16.986  17.439
0 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 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\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42

Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.298 26.06 ng 823750  Acenaphthene-di10 9.857

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 C8H9NO2 000621-42-1 64
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59

5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 45

Abundance Scan 1226 (9.298 min): BF136135.D\data.ms (-1222) (-) m/z 43.05 100.00%
3.0
109.1
5000 1511
R Ea R
‘ | 69"0 | 9.00 9.20 9.40 9.60
\\\‘\\\\"‘P\‘\“\H‘ \“\‘\ \H“‘\\‘\H\’\“\H‘\‘\“\\\‘\“\\\\‘\\‘\\‘]\-\9\3\.‘0\\\\‘ m/Z 109.10 78.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 UL L L I LA A BN
9.00 9.20 9.40 9.60
69.0 m/z 151.05 47.12%
\]-\5\.9\ ‘\‘\ \"‘ P\‘\“\‘H‘ \“\“\ \H“‘\‘\‘\H\ ’ \“\H‘\‘\ “\ T \‘ \“ TT 1 T ‘ T \‘\ T ‘]\.\9\2\"0\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
R Rmaa e
9.00 9.20 9.40 9.60
5000 151.0 m/z 41.05 21.99%
43.0
80.0
15.0
L o e mamamE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28949: Pyridine, 2-butyl-, 1-oxide A RAREE A
109.0 9.00 9.20 9.40 9.60
m/z 69.00 15.72%
5000 151.0
20 790,
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\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42
Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1@-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.463 3.03 ng 86433  Phenanthrene-dle 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 90

Abundance Scan 1764 (12.463 min): BF136135.D\data.ms (-1762) (- m/z 55.00 100.00%

55.0
5000 97.0
[ —
152.1 191.1222.2 264.3 12.50
s \‘hh‘d\hw\w\ \“Hm ‘\\u‘ w“ I }“ ‘ \‘\‘ ‘\L T h ] m/Z 41.10 59. 7100
miz--> 50 100 150 200 250 300

Abundance #194419: 10-Octadecenoic acid, methyl ester

—

5000 T
12.50
264.0 m/z 74.00 56.98%
180.0 222.0 296.0
miz--> 50 100 150 200 250 300
Abundance
55.0
o A Mg
12.50
5000 87.0 ITI/Z 69.05 52.87%
264.0
. 222.0
123.0 180.0 296.0
B e o
miz--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester 5
. 12.50
m/z 83.10 50.20%
5000
264.0
25.0 180.0 222.0
2900 vt )
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\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42

Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Octadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.680 2.94 ng 105222  Chrysene-di2 14.004
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1801 (12.680 min): BF136135.D\data.ms (-1796) (- m/z 72.95 100.00%
3.0
ooy iy
12.50 13.00
_— m/z 43.05 94.69%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000/ 2g. 284.0 CALs S
185.0 241.0 12.50 13.00
m/z 60.00 91.06%
NHMM”‘MML‘MMH‘MJH“J"H“““
miz--> 50 100 150 200 250 300 350
Abundance
43.0
T M\ ‘ T T ‘ T
12.50 13.00
m/z 57.05 87.13%
5000 284.0 /
83.0 129.0
1850 2410
372.
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid P T
2
43.0 256.0 12.50 13.00
m/z 55.00 81.33%
5000
129.0
213.0
VYT
H‘\ ‘ \H‘\hh‘w‘ﬂ‘\m‘\“H““u\HH“HH‘H‘“H‘ e oty
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136135.D

: @3 Nov 2023 20:42
¢ CG\JU
: 05213-02

: 22 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Sebacic acid, butyl isobuty...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.716 7.89 ng 282072  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sebacic acid, butyl isobutyl ester 314 C18H3404 1000354-21-5 74
2 Sebacic acid, diisobutyl ester 314 C18H3404 1000354-21-4 72
3 Decanedioic acid, dibutyl ester 314 C18H3404 000109-43-3 58
4 Sebacic acid, butyl 2-ethylhexyl... 370 C22H4204 1000354-19-9 50
5 Sebacic acid, butyl 3-hexyl ester 342 C20H3804 1000355-53-9 47

Abundance Scan 1807 (12.716 min): BF136135.D\data.ms (-1804) (- m/z 185.10 100.00%
185.1 241.2
5000 56.0
97.0 1391
— A
‘ ‘ ‘ H ‘ 12.50 13.00
— H““H‘!‘ M\‘ \}‘\‘\“MH\“ Hl‘\\\‘\‘\h\‘“ \‘MH‘ ‘\‘ \‘ ““ “‘ N — “ R m/z 241.20 84.38%
miz-> 50 100 150 200 250 300
Abundance #217127: Sebacic acid, butyl isobutyl ester
185.0
57.0 241.0
5000 — . —
12.50 13.00
‘ 98.0 143.0 m/z 56.05 49, 80%
\\m\hyﬁhwwMJJt‘H‘wu\th H\\J‘\\\ZQ%Q\
miz--> 50 100 150 200 250 300
Abundance
185.0
57.0 241.0 12.50 13.00
5000 m/z 55.05 48.10%
98.0 143.0
299.0
— e T
miz--> 50 100 150 200 250 300
Abundance #217078: Decanedioic acid, dibutyl ester e =T
241.0 12.50 13.00
185.0 m/z 41.05 46.12%
5000 56.0
97.0 143.0
L‘S"O\“‘ U‘ ‘n ul\ \\M n}‘m““h\‘\ ‘\‘ ‘\‘ “‘ ‘i ‘H‘ . “ ———— ‘3]"5“ e Py
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42
Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Bicyclo[3.1.0]hexan-2-one, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.433 2.03 ng 72612  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexan-2-one, 4-met... 152 C1@H160 002506-61-8 56
2 Acetic acid, bromo-, methyl ester 152 C3H5Bro02 000096-32-2 25
3 2(1H)-Naphthalenone, 3,4,4a,5,6,... 192 C13H200 004668-61-5 15
4 cis-11,12-Epoxytetradecen-1-0l 270 C16H3003 1000130-82-5 15
5 9H-Purine-9-ethanol, 6-amino-.al... 193 C8H11N50 000712-00-5 14

Abundance Scan 1929 (13.433 min): BF136135. D\data ms (-1919) (- m/z 189.10 100.00%
55.0

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #29434: Bicyclo[3.1.0]hexan-2-one, 4-methyl-1-(1-methyl
41.0 95.0

5000

m/z 55.05 99.10%

5000 152.0 —

123.0 m/z 41.05 80.27%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260

Abundance
59.0
—
93.0 13.50
5000 121.0 m/z 59.00 70.09%
29.0 152.0
[ T T T T
m/z--> 20 40 60 80 100120140160 180200220240 260 A
Abundance #66956: 2(1H)-Naphthalenone, 3,4,4a,5,6,7-hexahydro-1 T
192.0 13.50
93.0
m/z 56.00 63.96%
5000 121.0149.0
el bl ““
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136135.D

Acqg On : 03 Nov 2023 20:42
Operator : CG\JU

Sample : 05213-02

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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... 9.298 26.1 ng 823750 3 9.857 632269 20.0
10-Octadecenoic... 12.463 3.0 ng 86433 4 11.345 569840 20.0
Octadecanoic acid 12.680 2.9 ng 105222 5 14.004 714594 20.0
Sebacic acid, b... 12.716 7.9 ng 282072 5 14.004 714594 20.0
Bicyclo[3.1.0]h... 13.433 2.0 ng 72612 5 14.004 714594 20.0
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