LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133329.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.263 365 370 376 rBV 77549 96564 1.97% 0.206%
2 4.916 475 481 496 rBV 1054649 1413201 28.79% 3.010%
3 5.340 549 553 573 rBV 4091194 4500459 91.70%  9.585%
4 5.728 616 619 625 rBV 150094 140823 2.87% 0.300%
5 6.369 723 728 731 rBV 4094340 4452083 90.71% 9.482%

6 6.722 785 788 791 rBV 1617281 1217396 24.80% 2

7 7.286 880 884 887 rBvV 3105757 2941258 59.93%  6.264%

8 8.004 1003 1006 1010 rBV 1903692 1653871 33.70% 3

9 9.086 1186 1190 1193 rBV 5488920 4907955 100.00% 10.453%
9.757 1301 1304 1308 rBV 2267776 1838913 37.47%

w
o}
=
()]
S

11 10.469 1422 1425 1429 rBV 426449 329672  6.72%
12 10.545 1434 1438 1442 rBV 2161005 1965736 40.05%
13 11.198 1546 1549 1553 rVB3 81274 88252 1.80%
14 11.239 1553 1556 1560 rBV 2112801 1796470 36.60%
15 11.633 1620 1623 1627 rBV2 80587 105936 2.16%

oOwo Lo
=
o]
o]
B

16 11.774 1638 1647 1668 rVB 2363544 4435744 90.38%
17 12.039 1689 1692 1698 rVB 197294 265812 5.42%
18 12.357 1744 1746 1751 rBV3 59846 81663 1.66%
19 12.421 1755 1757 1761 rVV 114664 178917 3.65%
20 12.474 1761 1766 1772 rVW8 175617 559536 11.40%

P OO O®LV
=
~
S
R

21 12.557 1773 1780 1792 rVB 2197107 3741419 76.23%
22 12.827 1822 1826 1830 rBV 4468116 4385930 89.36%
23 13.380 1916 1920 1923 rBV2 137871 218432  4.45%
24 13.745 1978 1982 1991 rVB3 280893 499808 10.18%
25 13.874 2001 2004 2007 rBV 1240978 1209529 24.64%

NERO® O
IS
o
Ul
3R

26 13.910 2007 2010 2016 rVB 313150 422312  8.60%
27 14.051 2032 2034 2038 rVB 127565 117728 2.40%
28 14.368 2084 2088 2096 rVB 415170 702343 14.31%
29 14.657 2134 2137 2140 rVB 186928 200440 4.08%
30 14.810 2159 2163 2171 rBV 400236 618645 12.60%

PORPROO®
N
O
(o))
R

31 14.974 2189 2191 2195 rVB 202791 205952  4.20%
32 15.298 2242 2246 2251 rBV 1275052 1661629 33.86% 3.539%

()
»
w
O
R

Sum of corrected areas: 46954428
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 10 May 2023 14:24
¢ CG\JU
. 02719-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
BF133329.D

SB-04 10-12 20230509

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF133329.D\data.ms

5000000

5.340 6.369
4000000
7.286
3000000
2000000
6.722
4.916
1000000
4.263 5.728
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: BF133329.D\data.ms
9.086

5000000 12.827

4000000

3000000

11.774 12.557
9.757 10.545
2000000 8.004
1000000
10.4 12.039 143 LM

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: BF133329.D\data.ms

5000000

4000000

3000000

2000000 15.298

13.874
1000000 14.368 14.810
13.7k 14.657)14.974
380 %QOW
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\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.916  23.22 ng 1413200 1,4-Dichlorobenzene-d4 6.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 481 (4.916 min): BF133329.D\data.ms (-475) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 R REE R
4.60 4.80 5.00 5.20
ol 830 3
Y e m/z 59.18  55.35%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N R R R
4.60 4.80 5.00 5.20
59.0 m/z 101.18  19.52%
101.
210 83.0 0‘ 0
O \\\’\“w”\w“‘i\\‘i‘\\\\“\\\\“\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EERRmEEasSEE,
4.60 4.80 5.00 5.20
5000 2410 m/z 58.05 15.27%
Oyt 280020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000
58.0
15.0 100.0
R A R RRRE  ARARRRRAS
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-methoxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.728 2.31 ng 140823 1,4-Dichlorobenzene-d4 6.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 25
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 12
Abundance Scan 619 (5.728 min): BF133329.D\data.ms (-616) (-) m/z 43.00 100.00%
43.0 73.1
5000
1151 5.405.60 5.0 6.00
590 1001 10 . 73.10 87,240
Ottt e e et e e m/z 73.10  87.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 UL L R I R |
5.40 5.60 5.80 6.00
m/z 40.95 10.84%
150 290 || g9 100.0 >0
0 H‘HH‘\HM\“\‘H\Mw\\‘\H\‘.HH‘\}H‘\‘\H‘H\HHH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0
R R RARRAS
5.40 5.60 5.80 6.00
5000 m/z 115.10 10.44%
43.0
SIS . LI
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4994 Pentane, 3-methoxy- Aty
73.0 5.40 5.60 5.80 6.00
m/z 38.95 7.13%
5000
45.0
29.0
0 H‘HHw‘\“uHM‘H“ﬁ?"‘o“‘mu‘HH‘Hl‘p‘l‘:(‘)‘wwwm T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 9
R.T. EstConc Area Relative to ISTD R.T.
10.469 3.59 ng 329672  Acenaphthene-d10 9.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
3 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 1425 (10.469 min): BF133329.D\data.ms (-1422) (- m/z 105.05 100.00%
105.1
77.0
5000 182.1
51.0
—H—
10.50
152.0 5
Ol e b e b 23 2412 sz 77,05 65.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56922: Benzophenone
105.0
77.0
5000 1
182.0 10.50
51.0 m/z 182.16  49.09%
: ‘ HM 15\2'0 H
O H\‘\‘H\‘HM‘\\H‘\H\‘HH‘\\H‘H\\’HH‘\H\‘HH’HH‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #112230: N-Methylbenzamide, N-trifluoroacetyl-
105.0
—H—
10.50
5000 77.0 m/z 51.00 29.08%
51.0
o150 o 231.0
AR e e am A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73796: Benzoic acid, phenyl ester e
105.0 10.50
m/z 49.95 8.19%
5000 77.0
51.0
0L.280 | | 1410 198.0 ,
A e e e e e e ot o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.774 49.38 ng 4435740  Phenanthrene-di10 11.239
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1647 (11.774 min): BF133329.D\data.ms (-1638) (- m/z 73.05 100.00%
3.0

73.
5000 129.1
213.2 L T
‘ ‘ 171.2 ‘ 256.3 11.50 12.00
o231 b L Ll T 8158, 43016 95.83%
mi/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LN RN
11.50 12.00
m/z 60.00 88.91%
0

171.0 213.0 256.0
[ mm— i“‘ \‘\\h“‘\ ;‘HL‘M} “““ “ “‘ \‘ “\‘\‘ . “\‘ T
m/z--> 5 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T T
11.50 12.00
5000 129.0 m/z 57.10 73.23%
29. 171.0
‘ 214.0
ok “M wm‘“ 70 Y ‘ S
m/z--> 50 100 150 200 250 300

Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
m/z 41.10 70.73%
5000 129.0
185.0
29. 228.0
ol Ml bt L 1 e e
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\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Eicosanal- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.039 2.96 ng 265812  Phenanthrene-di10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanal- 296 C20H400 002400-66-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Pentadecanal- 226 C15H300 002765-11-9 91
5 Tetracosanal 352 C24H480 057866-08-7 91
Abundance Scan 1692 (12.039 min): BF133329.D\data.ms (-1689) (- m/z 43.10 100.00%
43.1
82.1
5000
— T \
ﬁ( 63.2198.3 2453  302.1339 12.00
ol LIl 50821083 2453 3021339 ) 5716 97.51%
miz-> 50 100 150 200 250 300
Abundance #194557: Eicosanal-
82.0
43.0
5000 —— :
12.00
24.0 m/z 41.10 81.60%
| ||| 16602080 2780
O\\‘\ \‘\\\‘\\\f\‘\\\\}‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #158566: Octadecanal
43.0
T \
82.0 12.00
5000 m/z 55.10 73.90%
| ‘\ “ 2?.0 194.0 2500
ol ol e
miz--> 50 100 150 200 250 300
Abundance #90088: Tetradecanal T ‘
57.0 12.00
m/z 82.10 73.12%
5000 96.0 M
ol “\‘ ‘h i w‘] 2120 -
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\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Methyl-Z,Z-3,13-octadecad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.474 6.23 ng 559536  Phenanthrene-d10 11.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-Z,Z-3,13-octadecadienol 280 C19H360 1000130-90-5 83
2 11-Dodecen-1-0l1 trifluoroacetate 280 C14H23F302 128792-46-1 62
3 1,12-Tridecadiene 180 C13H24 021964-48-7 60
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 60
5 Oleic Acid 282 C18H3402 000112-80-1 46
Abundance Scan 1766 (12.474 min): BF133329.D\data.ms (-1761) (|  m/z 55.10 100.00%
55.1
5000 M\JL
129.1 1852 SR
L 23332843 3380 417, 12:50 S
Ot m/z 41.10 83.94%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #173706: 2-Methyl-Z,Z-3,13-octadecadienol
55.0
5000 T
12.50
9.0 m/z 43.10 64.30%
63.0 248.0
0 ‘HHLH
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #172895: 11-Dodecen-1-ol trifluoroacetate
55.0
——
12.50
5000 m/z 69.10 62.75%
10.0 280.0
166.0 .
o LU 2900 220 20
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #54996: 1,12-Tridecadiene T
55.0 12.50
m/z 73.00 53.70%
5000
Hlkin
LR R =4
m/z--> 0 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.557 61.87 ng 3741420  Chrysene-d12 13.874
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 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1780 (12.557 min): BF133329.D\data.ms (-1773) (- m/z 43.10 100.00%
43.1
5000 129.1 \/JL\\
185.2 241 3 — ‘
% # ‘ 284.3 12.50
ol UL e “u 88923822 L0 7300 94.64%
miz--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 1250
1850 47 0284.0 m/z 60.00 83.01%
O' \“‘“‘H\H‘“‘“\‘“]\‘“‘““““““““““““
m/z--> 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
T T
12.50
5000 129.0 m/z 57.10 81.60%
199_0242.0
ok ” WM,,
m/z--> 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid — ‘
73.0 12.50
m/z 55.10 71.05%
5000
129.0
29. 185.0228.0
0, HM‘ h” ML m T . ‘ .
m/z--> 50 100 150 200 250 300 350 400 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.380 3.61 ng 218432  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 97
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 96
3 Tetracosane 338 (C24H50 000646-31-1 93
4 Heneicosane 296 C21H44 000629-94-7 89
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 76
Abundance Scan 1920 (13.380 min): BF133329.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1
5000 _AAM
‘ 13.00 13.50
169.1 ’ .
ol dd, '“‘ A J ”u i 2289 30213492 4202 ., 43.10  69.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 — e
13.00 13.50
m/z 71.10 66.72%
oL L | 1130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
— ——
13.00 13.50
5000 m/z 85.10 47 .94%
183.0
13.0
RED AU U .Y SR waU\/
m/z--> 0 100 150 200 250 300 350 400
Abundance #246482: Tetracosane “ ——
57.0 13.00 13.50
m/z 41.10 22.26%
- M
13 0
0 I “\ \ h \‘ I 1\6\9\0 225 0 281.0 33\8 0
e ““H‘““““H““““‘w““““‘ — ——
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50

8270-BF042123.M Thu May 11 ©8:40:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Tetracosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.745 8.26 ng 499808  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 1-Docosene 308 C22H44 001599-67-3 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 1982 (13.745 min): BF133329.D\data.ms (-1978) (- m/z 43.10 100.00%

43.1
97.1
5000

7
13.50 14.00

55.1
ol bLLL J‘“ A0 72222831 3492 4153 498. .. 5719 99.43%
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
558.0
111.0
5000 — —
13.50 14.00

m/z 55.05 89.00%

“ 336.0
O\\‘\\"\“W\‘\\\“l"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane

83.
— —
13.50 14.00
5000 3360 m/Z 83 . 19 88 . 0200
29.
il m. 1950  279.0
0“Uﬂ‘u“hhhuﬂﬂﬁwwmi‘H‘_‘Mw“u“u“u“_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248981: 1-Heneicosyl formate 7 T
57.0 13.50 14.00

m/z 69.10 74.93%

5000 111.0 W
[

1L 5702220 2000

0k ,m‘_H‘WHWH_m_m_m_m‘mw — —
miz--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Tridecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.368 11.61 ng 702343  Chrysene-di12 13.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
Abundance Scan 2088 (14.368 min): BF133329.D\data.ms (-2084) (- m/z 57.10 100.00%
57.1
— ——
| ﬂ 168.1 309.2 14.00 14.50
ol bbb f (1 1681 239.2 30923671 4613 .. 7116 64.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — e
14.00 14.50
m/z 43.10 58.90%
183.0
113.0
O \\"\H\“!l\\‘\\\l\\‘\\\‘\‘\\\\‘\\\?\"1\0\\0\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0
— ——
14.00 14.50
5000 m/z 85.10 45.41%
113.0169.0
S 71—
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane — T
57.0 14.00 14.50
m/z 55.10 22.60%
2000 M
ol \ 3.0 160.0225.0281.0 _ 380.0
H“‘H““H‘ R T e e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 11 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.657 2.41 ng 200440  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heneicosane 296 C21H44 000629-94-7 95
3 Octacosane 394 C28H58 000630-02-4 93
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 81
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 81

Abundance Scan 2137 (14.657 min): BF133329.D\data.ms (-2134) (- m/z 57.10 100.00%

57.1
5000

_—
1450  15.00

169.15 296.1
. H ‘l w‘“h hiplngel2 el 3191 49894 n/z 71.10  67.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0

5000 — —
14.50 15.00

m/z 43.10 64.45%

| \ | 1130160.0225.0281.0  380.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0

—
14.50 15.00

o

o

5000 ITI/Z 85.10 49.03%
113.0
0 \‘ ! ” “ J\ ' ‘\169 0225 0 296.0
e A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane T ——
57.0 14.50 15.00
m/z 83.10 22.79%
o M
ol ‘ | 1130160.0225.0281.0337.0394.0
‘“H"H“H“_"w"H“H“H“_“w“u“u“u —— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 12 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.810 7.45 ng 618645 Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
3 3-Methylheptacosane 394 C28H58 014167-66-9 93
4 Dotriacontane, 2-methyl- 465 C33H68 001720-11-2 92
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2163 (14.810 min): BF133329.D\data.ms (-2159) (- m/z 57.10 100.00%
57.1
— ——
' ﬁﬂ 1692 2532 14.50 15.00
or A iy f892 253231123654 4322 5125 ./, 7110 69.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 — ——
14.50 15.00
m/z 43.10 64.88%
oLy 120160.0225.0281.0  380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158610: Octadecane, 2-methyl-
43.0
— ——
14.50 15.00
5000 m/z 85.10 48.80%
Jﬁl | 1P50 2250
O e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298431: 3-Methylheptacosane — —
57.0 14.50 15.00
m/z 55.10  22.34%
5000 kamﬁkamJ\wmAwwvwa
365.0
by “ ” 1L, 169 0225 02810 |
A S e e  ARRRRAR R S P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 13 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.974 2.48 ng 205952  Perylene-di2 15.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 87
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
Abundance Scan 2191 (14.974 min): BF133329.D\data.ms (-2189) (- m/z 57.10 100.00%
57.1
‘ 113.1 15.00
| 207.1 2043 :
- “‘1 il pong St 22003001 4192 4865 43,10 70.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #132769: 2-Bromo dodecane
57.0
5000 R
15.00
m/z 71.10 69.35%
113.0169.0
O’\\d\‘\“\‘L‘\i\J‘\\\J\\‘\J!\\‘\\2\4\.‘8-\0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123959: Heptadecane
57.0
——
15.00
5000 m/z 85.10 46.36%
|| 301690 2400
O B s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287349: Octadecane, 1-iodo- ——
57.0 15.00
m/z 55.10 23.92%
“ 1| M30160.0 2530
O b e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051023\
Data File : BF133329.D

Acqg On : 10 May 2023 14:24

Operator : CG\JU

Sample : 02719-04 :
Misc : SB-04 10-12 20230509

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Pentanone, 4-... 4.916 23.2 ng 1413200 1 6.722 1217400 20.0
2-Pentanone, 4-... 5.728 2.3 ng 140823 1 6.722 1217400 20.0
Benzophenone 10.469 3.6 ng 329672 3 9.757 1838910 20.0
n-Hexadecanoic ... 11.774 49.4 ng 4435740 4 11.239 1796470 20.0
Eicosanal- 12.039 3.0 ng 265812 4 11.239 1796470 20.0
2-Methyl-7,Z-3,... 12.474 6.2 ng 559536 4 11.239 1796470 20.0
Octadecanoic acid  12.557 61.9 ng 3741420 5 13.874 1209530 20.0
Octacosane 13.380 3.6 ng 218432 5 13.874 1209530 20.0
1-Tetracosene 13.745 8.3 ng 499808 5 13.874 1209530 20.0
Tridecane, 1-iodo- 14.368 11.6 ng 702343 5 13.874 1209530 20.0
Heptacosane 14.657 2.4 ng 200440 6 15.298 1661630 20.0
Octadecane, 2-m... 14.810 7.5 ng 618645 6 15.298 1661630 20.0
2-Bromo dodecane 14.974 2.5 ng 205952 6 15.298 1661630 20.0
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