LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc :

ALS Vvial : 15 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: BF134064.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 17 rvB 778073 840491 39.07% 5.085%
2 2.228 21 24 28 rvB 28207 35906 1.67% 0.217%
3 5.075 505 508 517 rBV 136069 163436 7.60%  0.989%
4 5.475 572 576 588 rBV 1834449 1745214 81.13% 10.558%
5 6.481 742 747 763 rBV 1913186 1815942 84.41% 10.986%
6 6.845 805 809 821 rBV 733518 617428 28.70%  3.735%
7 7.404 900 904 915 rBV 1323536 1185588 55.11% 7.173%
8 8.122 1023 1026 1035 rVB 941541 774808 36.02% 4.688%
9 9.198 1206 1209 1213 rBV 2349394 2151249 100.00% 13.015%
106 9.810 1310 1313 1316 rBV 35433 26866 1.25% 0.163%
11  9.880 1322 1325 1329 rBV 1029383 864970 40.21% 233%
12 10.310 1396 1398 1401 rVB 45485 37662 1.75% 228%
13 10.533 1431 1436 1441 rBV2 27041 40530 1.88%

14 10.598 1443 1447 14506 rBV 419093 337152 15.67%
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15 10.674 1456 1460 1467 rBV 1261968 1076404 50.04% 512%
16 10.786 1476 1479 1480 rBV 51637 40870 1.90% 0.247%
17 10.910 1497 1500 1509 rVB2 81992 102067 4.74% ©0.617%
18 11.239 1553 1556 1558 rBV 54803 46923 2.18% ©.284%
19 11.269 1558 1561 1566 rVB2 53325 65962 3.07% 0.399%
20 11.374 1576 1579 1583 rBV 928908 806586 37.49%  4.880%
21 11.480 1595 1597 1600 rBV2 34871 28646 1.33% ©0.173%
22 11.621 1617 1621 1624 rBV4 19245 23231 1.08% 0.141%
23 11.669 1626 1629 1634 rVB 47341 41963 1.95% 0.254%
24 11.769 1643 1646 1652 rVB 63507 63662 2.96% ©.385%
25 11.904 1666 1669 1674 rBV 101533 114791 5.34%  ©.694%
26 12.074 1695 1698 1704 rVB2 48299 51185 2.38% 0.310%
27 12.463 1760 1764 1766 rBV2 210064 231408 10.76%  1.400%
28 12.480 1766 1767 1773 rVB2 186013 131494 6.11% ©.796%
29 12.568 1779 1782 1785 rVB2 47402 39375 1.83% 0.238%
30 12.698 1801 1804 1809 rVB7 21109 26721 1.24% 0.162%
31 12.845 1827 1829 1831 rVB2 41888 29537 1.37% ©0.179%
32 12.974 1846 1851 1854 rBV 1524068 1495183 69.50%  9.046%
33 13.204 1887 1890 1895 rBV 49358 43443 2.02% 0.263%
34 13.551 1946 1949 1951 rVB 46282 42585 1.98% ©.258%
35 13.880 2002 2005 2007 rBV 56853 54765 2.55% ©.331%
36 13.910 2007 2010 2017 rVB3 49840 90822  4.22%  0.549%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS Vvial : 15 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 14.033 2027 2031 2038 rBV 570707 537013 24.96%  3.249%
38 14.198 2056 2059 2064 rVB 66790 60722 2.82% 0.367%
39 14.510 2109 2112 2115 rBV 55171 50187 2.33% 0.304%
40 14.821 2163 2165 2168 rVB 42119 38204 1.78% 0.231%
41 15.174 2222 2225 2229 rVB2 42767 46442  2.16% 0.281%

42 15.539 2283 2287 2291 rBV 415943 511708 23.79%  3.096%

Sum of corrected areas: 16529141
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Jun 2023 21:50
¢ CG\JU
. 03462-01

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
BF134064.D

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF134064.D\data.ms

5.475

116

5.075
228

6.481

6.845

7.404

0
Time-->

e A U G SRS

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

2000000

1500000

1000000

500000

TIC: BF134064.D\data.ms
9.198

10.674

8.122

11.374

12.974

0
Time-->

T T —
10.00 10.50 11.00

“
11.50

124650

12.00

12.50

.
13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF134064.D\data.ms

14.033
15.539

14.198 14.510 14.821 15.174

13,551 1B
LN N

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50

T ‘ T
17.00

T ‘ T
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T ‘ T
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T ‘ T
18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.116  27.23 ng 840491 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 5 (2.116 min): BF134064.D\data.ms (-3) (-) m/z 73.10 100.00%

731
5000 43.0
55.0 87.1
R R RRRRaRs s
‘ ‘ 2.202.302.40 2.50
O L1202 s 43,00 41.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R R EEE RN ERERERERRE
43.0 2.202.302.40 2.50
580 87.0 m/z 55.00  27.65%
Gl
0\\’\\\“\“\\\\“‘1\‘1\‘\\1‘\"\\\\‘\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
R e RARARS
2.202.302.40 2.50
5000 43.0 m/z 87.10  26.14%
58.0
1) 1 St N
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4994: Pentane, 3-methoxy- R R AR AR
73.0 2.202.302.40 2.50
m/z 41.05 12.56%
5000
45.0
29.0
0“W‘MMH‘HMLH‘H§%9H‘VH‘W‘H‘_‘jgyg‘_‘u‘u‘w RARARRARRARSRRRRRERRS
mlz--> 20 30 40 50 60 70 80 90 100 110 120 2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.075 5.29 ng 163436 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 508 (5.075 min): BF134064.D\data.ms (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 T T T T
83.0 4.80 5.00 5.20 5.40
0 bl - m/z 59.00 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN B e e
4.80 5.00 5.20 5.40
59.0 m/z 101.10  18.17%
101.0
0 270 | 710830
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A R RARAS
4.80 5.00 5.20 5.40
5000 m/z 58.00 13.60%
41.0
290 101.0
bbb kil 739, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A A T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.80%
5000
101.0
oL 150 310 | °80 700 6.0
R e RALEREAs SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.598 7.80 ng 337152  Acenaphthene-d10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 50
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1447 (10.598 min): BF134064.D\data.ms (-1443) (- m/z 104.95 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
Obrrrprrrerrder el e 1280 Sk 20T sz 77,00 65.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 ! .
10.50 11.00
51.0 9
m/z 182.10 50.85%
0 27\0‘ ‘ o | 15%0 Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.00  29.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester P A“T“
105.0 10.50 11.00
m/z 50.00 9.00%
77.0
5000
51.0
0180 ‘ | | 136.0 164.0 A
e e e e e e e e e e e
mlz--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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8270-BF062623

Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Data\B
BF134064.D

: 30 Jun 2023 21:50
¢ CG\JU
. 03462-01

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Met
: ASP BNA STANDARDS FOR 5 POIN

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

F063023\

hods\8270-BF062623.M
T 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

4 Methanone, (1-hydroxycycloh...

Concentration Rank 8

tive to ISTD R.T.
hrene-d10 11.374
MolForm CASH# Qual

C13H1602 000947-19-3 91

C8H160 001940-18-7 59

R.T. EstConc Area Rela
10.910 2.53 ng 102067  Phenant
Hit# of 5 Tentative ID MW
1 Methanone, (1-hydroxycyclohexyl)... 204
2 Cyclohexanol, 1-ethyl- 128
3 Cyclohexanol, 1-(aminomethyl)- 129

C7H15NO 004000-72-0 50

4 1-(Prop-2-yn-1-yl)cyclohexyl car... 181 C10H15NO2 000358-52-1 39
5 Cyclohexane, 1,2-dichloro- 152 C6H1eC12 001121-21-7 27
Abundance Scan 1500 (10.910 min): BF134064.D\data.ms (-1497) (- m/z 99.05 100.00%
99.0
5000 ﬂ\w
55.0 e
11.00
- m“l““““ L‘ 530 1960 38 81.05 77.02%
m/z--> 50 100 150 200 250 300
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 :
1100
55.0 m/z 77.00 32.74%
01\5.\q“\‘ ‘\H M\ H “\‘ T L\ L ‘ T T T ‘ T T T ‘ T T T ’ T T T
m/z--> 50 100 150 200 250 300
Abundance #14371: Cyclohexanol, 1-ethyl-
99.0
4 b
3.0 11.00
5000 55.05 21.89%
0! ‘n‘\w‘\h“w‘ﬂ\ L A e s e o e IR MMAAAA\M
m/z--> 50 100 150 200 250 300
Abundance #14894: Cyclohexanol, 1-(aminomethyl)-
81.0 11 00
m/z 105.05 18.62%
5000
43.
‘ | 129.0
ob bl L
mlz--> 50 100 150 200 250 300 1100

.M Tue Jul 04 12:16:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.904 2.85 ng 114791  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 1669 (11.904 min): BF134064.D\data.ms (-1666) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
——
H 101. 157.0185.0213.1 256.1 12.00
[ — m/z 73.00 92.58%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance 43510:n-Hexadecanok:acw
5000 129.0 : “ Py
12.00
. 167.01g5,0213.0  256.0 m/z 41.10 86.18%
O\H‘HH“\‘H
m/z--> 20 40 60 80 100 120 140 160 180200 220 240 260
Abundance #126202: Pentadecanoic acid
43.0 73.0
——
12.00
5000 m/z 60.00 81.07%
1290 242.0
199.0
W R
Om‘uwm“““‘ ”H“‘H“‘:m‘“‘H“W‘Hiw‘m_m_m“mw
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #109279: Tetradecanoic acid e
73.0 12.00
43.0 m/z 57.05 75.88%
5000 129.0
185.0
228.0
015'0?15 —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.463 5.74 ng 231408 Phenanthrene-di10 11.374
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 95
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94
4 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
5 Linoelaidic acid 280 C18H3202 000506-21-8 90

Abundance Scan 1764 (12.463 min): BF134064.D\data.ms (-1760) (- m/z 66.95 100.00%

67.0 '
5000
09.1
s
150.1 12.50
1871 2202 26212941
0l I ,‘ o b BT TR /2 8l.e5 91.61%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T 7
12.50
m/z 55.00 78.81%
I 262.0 294.(
0l b
miz--> 50 100 150 200 250
Abundance #191920 9 12-Octadecadienoic acid (Z,Z)-, methyl ester
——
12.50
5000 m/z 41.05 71.19%
09.0 294.(
150.0 263.0 ’
N ’ ‘h\u””‘ | ‘HH\ WHH“ \“h ‘\\\1‘8‘\‘1"0 : 2‘29(‘) — H “\‘

-

0
miz—> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0 12.50
m/z 95.05 60.60%
5000
29.0 09.0
294.(
o il uh ‘nhwuh‘ m o 2230 2630777 o
miz--> 100 15 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 15-Octadecenoic acid, methy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.480 3.26 ng 131494  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 74
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 74
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 72
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 68
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 64
Abundance Scan 1767 (12.480 min): BF134064.D\data.ms (-1766) (- m/z 55.10 100.00%
55.1
2000 1’ JNJ\N\/M
——
H‘ 80 1802 2222 2651 12.50
ob— W s m/z 41.10 67.61%
m/z--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 T
12.50
264.0 m/z 74.00 57.12%
230 1800 2220 ‘
ok ‘\“ “‘n \“\“ “““‘M ‘\m‘u‘ Al “m il ‘\‘ T 1“‘ —_— ““ ‘2‘9\6"0
m/z--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester
55.0
cophs
12.50
5000 m/z 83.10 51.43%
264.0
180.0 222.0
0,
m/z--> 50 100 150 200 250 300
Abundance #194421: 14-Octadecenoic acid, methyl ester 7
55.0 12.50
m/z 97.10 49.78%
5000
264.0
. 125.0 180.0 222.0 296.0
N T ‘ T
mlz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.880 2.04 ng 54765 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 81
Abundance Scan 2005 (13.880 min): BF134064.D\data.ms (-2002) (- m/z 57.05 100.00%
57.0
5000 wvwﬂwﬂ\Nwﬁ\NNMvthw
99.1 "= 400
13.50 14.00
141.1 1972 259.1 .
ok “ AL, “‘ bt e 22903090 43,00 62.14%
m/z--> 0 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
5000 — —
13.50 14.00
m/z 71.05 60.03%
99.0
0 \ \O“\ \ ‘ ‘\ ‘!‘ \“‘\ “‘ \H T 1\4\1 ‘O\ T \1\9?? T T T ‘ T T T T ‘ T
m/z--> 100 150 200 250 300
Abundance #141058: Octadecane
57.0
— ——
13.50 14.00
5000 m/z 85.05 48.15%
99.0
L5 e e e
owuw‘w‘w‘HH_HWHH_H‘_
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane — —
57.0 13.50 14.00
m/z 41.05 34.72%
o M\WJLW
99.0
0 250, | ||y 1410 1830 2250 2820
S e e — ——
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\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 9 cis-10-Heptadecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.910 3.38 ng 90822  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 52
2 13-Tetradecen-1-o0l acetate 254 C16H3002 056221-91-1 49
3 Heptadecanolide 268 C17H3202 005637-97-8 47
4 1-Docosene 308 C22H44 001599-67-3 46
5 1-Hexacosene 364 C26H52 018835-33-1 46

Abundance Scan 2010 (13.910 min): BF134064.D\data.ms (-2007) (- m/z 55.00 100.00%

55.0
971
5000
250.1 —
B2 2051 2951 343, 14.00
R m/z 43.10  96.02%
miz--> 50 100 150 200 250 300
Abundance #158391: cis-10-Heptadecenoic acid
55.0
5000 97.0

—
14.00
m/z 57.00 70.46%

370 250.0
OjS_VQJT_ML‘J \‘;N‘\L\‘\\\H\V m‘“\ I “2?\?.9‘ T

N
[dV]
o

m/z--> 50 100 150 200 250 300
Abundance #140821: 13-Tetradecen-1-ol acetate
——
83.0 14.00
5000 m/z 69.10 59.15%
25.0
o LLLLLLL, ser0z0s0 2380
m/z--> 50 100 150 200 250 300
Abundance #158379: Heptadecanolide 7
55.0 14.00
m/z 97.10 57.43%
h I Nwﬁvwwd“wj\%hmwAwaN
38.0 208.0 250.0
0! ool e L ——
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS vial : 15 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 10 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.198 2.26 ng 60722  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 89
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2059 (14.198 min): BF134064.D\data.ms (-2056) (- m/z 57.10 100.00%

57.1
5000

99.1 14.00 14.50
ol LA 14101830 2920 2071 344 4365 68.59%
m/z--> 50 100 150 200 250 300
Abundance #194587: Heneicosane
57.0
5000 — —
14.00 14.50

m/z 71.05 63.25%

99.0
41.0
0 \4..9‘\ \L“ H‘ H‘ H‘ \“‘ \“\ “ “\ 1‘\8\“?’\0“ \22\5\9 ‘ T \2?‘6‘.0\\ T
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

7
14.00 14.50

5000 m/z 85.10  37.89%
4 T e e
m/z--> 50 100 150 200 250 300
Abundance #141070: Heptadecane, 8-methyl- — —
57.0 14.00 14.50
m/z 41.10 32.02%
5000
126.0
0 Ll des0 2390 S
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134064.D

Acqg On : 30 Jun 2023 21:50
Operator : CG\JU

Sample : 03462-01

Misc

ALS Vvial : 15 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|
Butane, 2-metho... 2.116 27.2 ng 840491 1 6.845 617428 20.0
2-Pentanone, 4-... 5.075 5.3 ng 163436 1 6.845 617428 20.0
Benzophenone 10.598 7.8 ng 337152 3 9.880 864970 20.0
Methanone, (1-h... 10.910 2.5 ng 102067 4 11.374 806586 20.0
n-Hexadecanoic ... 11.904 2.9 ng 114791 4 11.374 806586 20.0
9,12-Octadecadi... 12.463 5.7 ng 231408 4 11.374 806586 20.0
15-Octadecenoic... 12.480 3.3 ng 131494 4 11.374 806586 20.0
Tetradecane 13.880 2.0 ng 54765 5 14.033 537013 20.0
cis-10-Heptadec... 13.910 3.4 ng 90822 5 14.033 537013 20.0
Heneicosane 14.198 2.3 ng 60722 5 14.033 537013 20.0
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