LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc :

ALS Vvial : 21  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-BF110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131176.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.14e 3 9 14 rVB 426346 531907 4.70% 1.782%
2 5.087 506 510 520 rBV 157498 166383 1.47% 0.558%
3 5.493 575 579 595 rVB 1056922 953728 8.43%  3.196%
4 6.504 747 751 761 rBV 1056298 938732 8.30%  3.146%
5 6.875 811 814 818 rBV 536771 426684 3.77% 1.430%

6 7.440 906 910 913 rBV 627968 500604 4
7 8.163 1029 1033 1036 rBV 598248 485373 4
8 9.234 1212 1215 1219 rVB 1009407 869278  7.68%
9 9.922 1328 1332 1335 rBV 650920 493519 4
10 10.716 1463 1467 1470 rBV 500423 474995 4

P RNOR R
0
[y
W
R

11 11.416 1582 1586 1588 rBV 641993 517413  4.57%
12 11.798 1647 1651 1655 rBV 2943133 2545185 22.49%
13 11.945 1672 1676 1683 rBV 228327 247840 2.19%
14 12.504 1764 1771 1773 rBV 7674613 11315380 100.00%

00ON® 0K
00
w
(]
B

P W

15 12.527 1773 1775 1779 rVV2 6452561 5656088 49.99% 953%
16 12.598 1783 1787 1790 rVB 1764980 1463320 12.93% 4.903%
17 12.633 1790 1793 1796 rBV 170543 179941 1.59% 0.603%
18 13.004 1853 1856 1859 rBV 909510 774123 6.84% 2.594%
19 13.192 1884 1888 1891 rVB4 100037 138757 1.23% 0.465%
20 13.322 1907 1910 1915 rVB 158079 127828 1.13% 0.428%
21 13.992 2021 2024 2027 rVB 154469 134009 1.18% 0.449%
22 14.069 2033 2037 2040 rBV 414045 395428 3.49% 1.325%
23 14.163 2050 2053 2056 rVB 227815 211315 1.87% 0.708%
24 15.568 2288 2292 2297 rBV 227441 295519 2.61% 0.990%
Sum of corrected areas: 29843349
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131176.D\data.ms
7000000
6000000
5000000
4000000
3000000

2000000

5.493 6.504
1000000 6.875 7.440

5.087
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: BF131176.D\data.ms

12.504
7000000 12l527

6000000
5000000
4000000
3000000 11.798

2000000

9.234

8.163 9.922 11.416
10.716 k‘ 11.945

0————r—— e P T o
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: BF131176.D\data.ms

1000000

7000000
6000000
5000000
4000000
3000000

2000000

1000000 131.61 .?63 15.568

O T ‘ T
Time--> 13.50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41

Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2.140  24.93 ng 531907 1,4-Dichlorobenzene-d4 6.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (2.140 min): BF131176.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0 J\
N aRARREES SRS
‘ 2.202.302.402.50
Obr oo il 940 1651 s 43,05 44.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T T[T T T TTTT 7
2.202.302.402.50
43.0 o
‘ m/z 55.10  31.94%
I \

O
m/z--> 20 80 100 120 140 160
Abundance
73.0

2.202.302.402.50

5000 55.0 m/z 87.10  26.50%
29.0
0 97.0 115.0
e R e e e
m/z--> 200 40 60 80 100 120 140 160
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R Eaa o ARARREEEEES

73.0 2.202.302.402.50
m/z 41.05 14.72%

m/z-->

5000
55.0
| \M \H |l 9801160

60 80 100 120 140 160

2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41

Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.087 7.80 ng 166383 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 510 (5.087 min): BF131176.D\data.ms (-506) (-) m/z 43.00 100.00%
59.1
5000
o EAREEEEEEE SR
‘ 83.0 101.1 4.80 5.00 5.20 5.40
Ol bl Rl m/z 59.18 56.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L LA L BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.10  16.34%
31.0 0 83.0 |
O\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
A mmm
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.16%
41.0
29.0 101.0
0 73.0 86.0
T A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- A mmm
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.07%
5000 41.0
29.
87.0
80 L L 00 | s b )
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\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.798 98.38 ng 2545190  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
4 Dodecanoic acid, 1@-methyl-, met... 228 C14H2802 005129-65-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1651 (11.798 min): BF131176.D\data.ms (-1647) (- m/z 74.05 100.00%
74.0
5000 43.1
1430 —— —
Obprer bl A b e b e b ey m/z 87.10 70.89%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 1200
143.0 m/z 43.10 %
O‘HH‘}H\‘HH‘\‘H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
74.0
—
11.50 1200
5000 m/z 55.05 %
43.0
1010 1430,., 71990 2420
B a< SR S S S N
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 1150 12.00

m/z 41.10 33.62%

5000 44, 270.0
143.0 227.0
‘ H 1010 ‘ 185.0 ‘
|l u‘ Ll [— | | | |y ‘

m/z--> 20 40 60 80 100120140160 180 200 220240 260 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.945 9.58 ng 247840  Phenanthrene-di10 11.416
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 1676 (11.945 min): BF131176.D\data.ms (-1672) (- m/z 43.05 100.00%
43.0
5000
30 129.0
] 213.1 T
1711 ‘ 256.1 1200
0! b Ll L T 8183 s 7300 97.51%
miz-> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
5000 129.0
12 OO
10 2130 256.0 m/z 60.0 92.41%
O\\\\M‘ M‘hp‘ﬂ‘\ al \ \\\‘\ \‘\\\“‘\\\\‘\\\
miz-> 100 150 200 250 300
Abundance
73.0 )\
12 OO
5000 129.0 ITI/Z 41. 84.00%
29.9 171.0
214.0
oL AL g Ll L
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid s
73.0 12 00
m/z 82.18%
5000 129.0
29.
‘ 199.0 242.0
OH“ H\MH‘MM‘$‘O"\‘\H““H“H‘
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\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41

Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 5 9,12-Octadecadienoic acid, Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.504 437.38 ng 11315400  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
0,13-0ctadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
»12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

uih wNnPE
O OV = OV Vv

Abundance Scan 1771 (12.504 min): BF131176.D\data.ms (-1764) (- m/z 67.05 100.00%
67.0
5000 AL
09.1
12 50
‘ 220 2 263 1
0 1] ”! ! ”‘u i uh e SEE L WSI9ASST s 81,10 82.27%
mlz--> 50 100 150 200 250 300 350
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 \
12 50
29. 09.0 m/z 55.10 69.68%
294.0
0! \H “h ‘W‘“H‘ \‘\ ‘\\‘ — = ‘3‘0‘ ‘ - ‘\‘ i
m/z--> 50 100 150 200 250 300 350
Abundance
67.0
\
12 50
5000 m/z 41.05 58.15%
29.0 109.0
' 150.0 2200 294.0
O I e N B AR
m/z--> 50 100 150 200 250 300 350
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester ‘
67. 12 50
m/z 95.05 54.59%
5000
09.0 294.
29. ‘ 94.0
ol 220.0
m/z--> 50 100 150 200 250 300 350 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.527 218.63 ng 5656090  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 92
4 cis-10-Pentadecenoic acid, butyl... 296 C19H3602 1000405-17-6 84
5 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 83

Abundance Scan 1775 (12.527 min): BF131176.D\data.ms (-1773) (- m/z 55.10 100.00%

5!:
5000
264.1
222.2 :
35.1 180 2 ‘ 12:50
ol i R ok 3129 368 /7 79.10  82.98%
miz--> 50 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 \
12 50
m/z 41.10 76.87%
“ 37.0 180.0 222.0 264.0
0 ‘L‘ ‘ “‘M\\ \H‘MHU\ sl 1 e i“ — ‘“‘ s
miz--> 100 150 200 250 300 350
Abundance
55.0
\
12 50
5000 ITI z 67.10 72.05%
97.0
264.0
138.0 180.0 222.0
ol Bl b g
m/z--> 50 100 150 200 250 300 350
Abundance #194426: 13-Octadecenoic acid, methyl ester ‘
55.0 12 50
m/z 69.10 65.78%
5000
' 264.0
137.0 180.0 222.0
0,

m/z--> 50 100 150 200 250 300 350 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 unknown13.192 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.192 7.02 ng 138757  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanone, 2,5-dicyclopenty... 216 C15H200 005682-82-6 43
2 Methyl 9.cis.,11l.trans.t,13.tran... 292 C19H3202 1000336-42-6 43
3 Methyl 6-cis,9-cis,11-trans-octa... 292 C19H3202 1010336-37-7 30
4 Bicyclo[3.2.1]oct-2-ene, 2-(phen... 216 C14H16S 1000142-98-5 25
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 18

Abundance Scan 1888 (13.192 min): BF131176.D\data.ms (-1884) (- m/z 79.00 100.00%

79.0
216.1
5000

36.1 2921 — e
‘ | ‘ 3762 a70; 13.00 13.50
0! ‘ m\uu hidl il s L m/z 93.10 97.95%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94524: Cyclopentanone, 2,5-dicyclopentylidene-
790 216.0
5000 T

m/z 41.10 78.79%

—
‘ 149.0 13.00 13.50
\“

o ‘U‘\“\‘\‘“HH “UM\M“J}\‘“‘“‘n \J‘u\‘uu‘uu‘\u\,uu‘\u MMW
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
79.0 292.0
1500 ldSO
5000 m/z 91.00 77 .85%

135.0
189.0
O el e
miz-> 0 50 100 150 200 250 300 350 400 450

Abundance #189429: Methyl 6-cis,9-cis,11-trans-octadecatrienoate —— —
79.0 13.00 13.50

m/z 216.10  76.46%

5000
292.0
175.0
1 \‘\uh \‘ﬁ HI\ L | 231 0 L ArtASN, .

m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.M
Quant Title : 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 8 Eicosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.322 6.47 ng 127828  Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 95
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 94
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83

Abundance Scan 1910 (13.322 min): BF131176.D\data.ms (-1907) (- m/z 74.00 100.00%

74.0
5000

143.1
9712833 13.00 13.50

M o ‘wm\m ey 3892 4023 4643 0 87,05 78.34%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232222: Eicosanoic acid, methyl ester
74.0

o

5000
1300 1350
143.0 m/z 43.10 .50%
‘ ‘ ‘ 326.0
OI-\\Q\\“\h\“‘\\‘l\”\‘\\‘\\]\-?‘9\(\)\2\5)‘5\9\l\‘\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
74.0
— —
13.00 13.50
5000 m/z 55.10 38.52%
143.0 326.0
15.0 199.0 255 0
o ke e

m/z--> 0O 50 100 150 200 250 300 350 400 450

Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester — P
74.0 13.00 13.50
m/z 41.10 29.39%

5000

143.0 284.0
199 0 L

| ‘ H\ iy, ‘

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 Docosanoic acid, methyl ester  Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.992 6.78 ng 134009 Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 91
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
3 Methyl 8-methyl-nonanoate 186 C11H2202 1000452-00-9 83
4 Methyl stearate 298 (C19H3802 000112-61-8 80
5 Hexacosanoic acid, methyl ester 410 C27H5402 005802-82-4 80

Abundance Scan 2024 (13.992 min): BF131176.D\data.ms (-2021) (- m/z 74.00 100.00%

74.0
5000

\ 143.1 OO
311.2 14.
o’“hh,*l\?}l‘%““r’o“ m/z 87.00 79.64%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000
1400
m/z 43.10 50.61%
143.0 354.0
O]‘-TE)\?\‘\u\h\h"\l\‘\\\‘\\\\l‘\\\255\\9\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
74.0
——
14.00
5000 ITI/Z 41.10 29.21%
1430 5574
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60732: Methyl 8-methyl-nonanoate T
74.0 14.00
m/z 55.10  28.25%
5000
143.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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 10 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.163 10.69 ng 211315 Chrysene-di12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 86
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 33

Abundance Scan 2053 (14.163 min): BF131176.D\data.ms (-2050) (- m/z 277.10 100.00%
277.1

5000

|

199.0 \
\77 0 1331 H 14.00 14.50
Iy

_‘H"H“H‘w"H“H‘_“W‘H‘§35ﬁ“uf7%?_“‘ m/z 278.10  30.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: Triphenylphosphine oxide
277.0

5000 e s
14.00 14.50

77.0 199.0 m/z 199.00  18.27%

o

‘ T \ TT ‘ TT \ T ‘ TTT \ ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

277.0

o
—
.J>
o
I
o

\ T
14.00 14.50

5000 m/z 201.00 17.48%

o 183.0
T e T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro T 7
277.0 14.00 14.50

m/z 183.00 17.13%

199.0
77 0
15.0, | 133.0 ‘J h 347.0

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

o

o

8270-BF110922.M Tue Nov 15 03:36:39 2022 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111122\
Data File : BF131176.D

Acqg On : 12 Nov 2022 03:41
Operator : CG\JU

Sample : N5508-01 2X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110922.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... 2.140 24.9 ng 531907 1 6.875 426684 20.0
2-Pentanone, 4-... 5.087 7.8 ng 166383 1 6.875 426684 20.0
Hexadecanoic ac... 11.798 98.4 ng 2545199 4 11.416 517413 20.0
n-Hexadecanoic ... 11.945 9.6 ng 247840 4 11.416 517413 20.0
9,12-Octadecadi... 12.504 437.4 ng 11315400 4 11.416 517413 20.0
9-Octadecenoic ... 12.527 218.6 ng 5656090 4 11.416 517413 20.0
unknown13.192 13.192 7.0 ng 138757 5 14.069 395428 20.0
Eicosanoic acid... 13.322 6.5 ng 127828 5 14.069 395428 20.0
Docosanoic acid... 13.992 6.8 ng 134009 5 14.069 395428 20.0
Triphenylphosph... 14.163 10.7 ng 211315 5 14.069 395428 20.0
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