LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc :

ALS Vvial : 19 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127212.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 6.498 713 716 724 rBV 464793 434254 1.61% 0.796%
2 6.875 776 780 784 rBV 863734 687852 2.55% 1.260%
3 7.440 872 876 878 rBV 369442 326975 1.21% 0.599%
4 8.163 995 999 1001 rVV 992882 968841 3.60% 1.775%
5 9.234 1177 1181 1184 rBV 745488 556049 2.07% 1.019%

6 9.916 1294 1297 1300 rVB 964858 825476 3 1
7 11.410 1547 1551 1553 rBV 906479 744194 2.76% 1
8 11.433 1553 1555 1559 rVB 652219 493075 1.83% ©.904%
9 11.804 1612 1618 1621 rBV 7165444 6756298 25.09% 12.
10 12.516 1725 1739 1741 rBV 10945386 26924990 100.00% 49.340%

.07%

11 12.533 1741 1742 1746 rVV2 10669102 9554096 35.48% 17.508%
12 12.598 1749 1753 1756 rVV 3500520 3069681 11.40% 5.625%

13 12.627 1756 1758 1761 rVV 337183 293649 1.09% ©.538%
14 12.863 1794 1798 1801 rBV 425369 386212 1.43% ©.708%
15 12.998 1815 1821 1824 rBV 440577 435094 1.62% 0.797%
16 13.310 1869 1874 1878 rBV2 307238 307273 1.14% ©.563%
17 13.980 1985 1988 1994 rBV 289101 275492 1.02% ©.505%
18 14.057 1997 2001 2004 rVV2 577219 640705 2.38% 1.174%
19 14.151 2014 2017 2021 rVV 348776 338751 1.26% 0.621%
20 15.551 2250 2255 2259 rBV 442476 551189 2.05% 1.010%

Sum of corrected areas: 54570146
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127212.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 181.57 ng 6756300  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 1618 (11.804 min): BF127212.D\data.ms (-1612) (- m/z 74.05 100.00%
74.0

5000
43.1
143.1 - e
227.2
‘ ‘ | 185.2 ‘ 2703 11.50 12.00
owwWHLwMu‘mumwww_wmww\www m/z 87.85 78.53%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.10  30.84%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —4
11.50 12.00
5000 43.0 m/z 55.05 28.86%
wHH‘HH_HwH‘WHH_HW‘HWHH_H‘_HWHH_‘H_HW
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #143572: Pentadecanoic acid, methyl ester — =
74.0 11.50 12.00
m/z 41.10 25.33%
5000
43.0
143.0
213 0 256.0
150" 1m0 .
m/z--> 20 40 60 80 100120140160 180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.516 723.60 ng 26925000 Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
Abundance Scan 1739 (12.516 min): BF127212.D\data.ms (-1725) (|  m/z 67.10 100.00%
67.1
5000
09.1
263.3294 2 12:50
ol Ml ‘”“ “‘ ““1‘3‘1‘2 2202 17wz sl.ie 89.21%
miz--> 50 100 150 200 250
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
5000
1250
29.0 09.0 m/z 55.05 70.65%
294.C
A ‘u‘ il \;‘ i 2230 2630770
m/z--> 50 100 150 200 250
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
T
1250
5000 m/z 95.10 60.56%
299 i 294.C
263.0 :
1 \\‘ L‘\ TRATTS u”mm A ‘;h ““1‘&‘1‘0 2200 |
m/iz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) ‘
67.0 12 50
m/z 41.10 57.10%
5000
09.0
149.0
— mﬂm\\ thkﬂhu‘w‘u“‘ — “%§29294f
m/z--> 50 100 150 200 250 12'50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35

Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.533 256.76 ng 0554100 Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 9-Octadecenoic acid, methyl este... 296 C19H3602
2 cis-13-Octadecenoic acid, methyl... 296 C19H3602
3 8-Octadecenoic acid, methyl ester 296 C19H3602
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602
5 11-Octadecenoic acid, methyl ester 296 C19H3602

001937-62-8 99
1010333-58-3 99
002345-29-1 99
000112-62-9 99
052380-33-3 99

Abundance Scan 1742 (12.533 min): BF127212.D\data.ms (-1741) (- m/z 55.10 100.00%
55.1
5000 97.1 264.3 /L
180.2 222.3 — ‘
Al 277 | e
L s m/z 41.10  74.51%
miz--> 50 100 150 200 250 300
Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)-
558.0
97.0
264.0
5000 Y ‘
222.0 12:50
37.0 180.0 ’ m/Z 43.10 59.71%
W T | =
H‘H\‘H‘HU\ A \‘ I U\ e h‘ A L‘
miz--> 50 100 150 200 250 300
Abundance #194437: cis-13-Octadecenoic acid, methyl ester
55.0
—L ey e
12.50
5000 ITI/Z 69.10 56.46%
miz--> 50 100 150 200 250 300 /\ﬂ
Abundance #194407: 8-Octadecenoic acid, methyl ester — ‘
55.0 12.50
m/z 74.10 52.06%
5000 87.0
264.0
23.0 222.0
‘ 180.0 ‘ ‘ 206.(
\\Hwh‘h ‘H\ ol “L s - ok \‘ I
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\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4 Eicosanoic acid, methyl ester  Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.310 9.59 ng 307273  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 96
3 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 93
4 Methyl stearate 298 C19H3802 000112-61-8 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1874 (13.310 min): BF127212.D\data.ms (-1869) (| m/z 74.10 100.00%
74.1
5000 /\J\\
‘ 143.0 = ——
283.3 . 13.00 13.50
390 Lk Mg “‘ ‘ ‘1%1‘2‘2“‘2“1; e 35, 87.65 81.53%
miz--> 50 100 150 200 250 300
Abundance #232221: Eicosanoic acid, methyl ester
74.0
5000 M — A
13.00 13.50
143.0 326. m/z 43.10 42.91%
' 283.0 '
L q ‘H\ ‘\‘ ‘H‘]’fp‘\p“ \‘ ‘ L \1\9‘99\2\4\]-‘0\ T \‘ \‘ T ‘\
m/z-> 100 150 200 250 300
Abundance #232223:Meﬂwl184nemyMOnadecanoam
74.0
P e
13.00 13.50
5000 m/z 55.10 32.35%
143.0 326.C
‘ ‘ 1990 2410 283.0
it ‘ | 1E O il AU
m/z-> 100 150 200 250 300
Abundance #179165.Hexadecandcacm,154nemyL,meﬂwleﬁer — —
74.0 13.00 13.50
m/z 41.10 27.23%
- MM«UW
284.0
q 14‘30 1850 2410 |
HHNMF’QM S N TEVURI SRS W S
m/z--> 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 5 Docosanoic acid, methyl ester  Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.980 8.60 ng 275492  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 98
2 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 96
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 94
4 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 87
5 Methyl stearate 298 C19H3802 000112-61-8 86

Abundance Scan 1988 (13.980 min): BF127212.D\data.ms (-1985) (- m/z 74.05 100.00%
74.0
5000
143.0 U N DU
‘ h i) ‘ 109.2 2552 3113 3544 14.00
SN 1R PTREN V ERG SSEN os S SRS m/z 87.05  75.23%
miz--> 50 100 150 200 250 300 350
Abundance #264183: Docosanoic acid, methyl ester
74.0
5000 ‘”"‘TJ\T\A T T T T /\L'v\“’
14.00
m/z 43.10 43.26%
29. 143.0 354.C
\‘\ h‘\ ‘\‘ ‘H\ “L“ “H “‘ \‘ T ‘\ T ’ L \1\9‘9\0\ \\25‘5\(\)\ \:3‘1\‘]-\0\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #264191: Methyl 20-methyl-heneicosanoate
74.0
e
14.00
5000 m/z 55.10  31.74%
143.0 354.C
311.0
‘ 199.0 255.0 ‘ ‘
— 1 O I RN O e
m/z--> 100 150 200 250 300 350
Abundance #214954:Nonadecanok:add,nuﬂhyleﬁer —
74.0 14.00
m/z 57.10 31.37%
5000
312.0
18‘(\) L‘\ H h ‘M ‘\\ o ‘ 213.0 26?0 I
\\\\‘\ \\\\’\\\‘\‘\\\\‘\\\‘\‘\\\\‘\ \‘\
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35

Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 6 Triphenylphosphine oxide Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.151 10.57 ng 338751 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 72
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43

Abundance Scan 2017 (14.151 min): BF127212.D\data.ms (-2014) (- m/z
277.1

277.10 100.00%

F::::::=:_k

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0

5000
7.0 183.1 T L
14.00 14.50
128.0 ‘
0 “39ﬁ‘ ‘W‘v‘ﬁk‘??gg““ 3444 278,10 31.60%
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —— —
14.00 14.50
77.0 1950 m/z 77.05  22.46%
152.0
\2\7\‘0\ ‘}‘ T \“\ T ‘ L “H\ T \“\ M L ‘ L ‘\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T =
14.00 14.50
5000 m/z 183.10 19.03%
77.0 183.0
39# I \]\-Zﬁo \‘H L ‘\‘ ‘n 228.0 |
e e B e e R
m/z--> 50 100 150 200 250 300 350

T —
14.00 14.50

m/z 199.00  18.84%
5000
77.0
183.0
| ‘ 131.0 ‘ ‘ ‘
miz--> 50 100 150 200 250 300 350 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30422\
Data File : BF127212.D

Acqg On : 04 Mar 2022 20:35
Operator : CG\JU

Sample : N1785-01 5X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
Hexadecanoic ac... 11.804 181.6 ng 6756300 4 11.410 744194 20.0
9,12-Octadecadi... 12.516 723.6 ng 26925000 4 11.410 744194 20.0
9-Octadecenoic ... 12.533 256.8 ng 9554100 4 11.410 744194 20.0
Eicosanoic acid... 13.310 9.6 ng 307273 5 14.057 640705 20.0
Docosanoic acid... 13.980 8.6 ng 275492 5 14.057 640705 20.0
Triphenylphosph... 14.151 10.6 ng 338751 5 14.057 640705 20.0
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