LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

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-BF071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129275.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.981 284 288 293 rVB 19603 27162 1.68% 0.153%
2 5.510 545 548 559 rBvV 887879 858534 53.14% 4.843%
3 6.516 716 719 726 rBV 946304 801707 49.62% 4.522%
4 6.898 780 784 788 rBV 1706200 1315719 81.43% 7.422%
5 7.457 875 879 882 rBV 675353 512068 31.69% 2.888%
6 7.875 944 950 956 rBv2 26574 47278 2.93% 0.267%
7 8.181 998 1002 1005 rBV 2010047 1533009 94.88% 8.647%
8 9.251 1181 1184 1188 rBV 1010722 859612 53.20% 4.849%
9 9.798 1273 1277 1280 rBV 49395 44028 2.73% 0.248%
10 9.857 1282 1287 1290 rVB2 21258 23100 1.43% 0.130%
11  9.939 1297 1301 1304 rBV 1720257 1411886 87.39% 7.964%
12 9.969 1304 1306 1315 rVB 26921 36912 2.28% 0.208%
13 10.128 1329 1333 1339 rBv4 25046 37819 2.34% 0.213%
14 10.357 1365 1372 1374 rBV2 31853 38552 2.39% 0.217%
15 10.487 1390 1394 1401 rVB2 26633 33418 2.07% 0.189%
16 10.722 1431 1434 1444 rBV 427300 406116 25.14% 2.291%
17 10.834 1449 1453 1462 rBV 42204 68332 4.23% 0.385%
18 11.034 1482 1487 1490 rBV5 14630 25413 1.57% 0.143%
19 11.281 1525 1529 1531 rBV 46926 44618 2.76% 0.252%
20 11.310 1531 1534 1536 rBV 23525 23439 1.45% 0.132%
21 11.428 1550 1554 1556 rBV 1551810 1239362 76.71% 6.991%
22 11.451 1556 1558 1564 rVvV 206577 174663 10.81% 0.985%
23 11.504 1564 1567 1569 rVB 40308 35981 2.23% 0.203%
24 11.657 1590 1593 1598 rBV 25792 25224 1.56% 0.142%
25 11.704 1598 1601 1603 rBV 47819 37825 2.34% 0.213%
26 11.733 1603 1606 1608 rVB3 20381 20406 1.26% 0.115%
27 11.804 1615 1618 1622 rBV 312004 277731 17.19% 1.567%
28 11.939 1637 1641 1642 rBvV2 53703 67759 4.19% 0.382%
29 11.957 1642 1644 1647 rVB 50398 45134 2.79% 0.255%
30 12.039 1655 1658 1661 rBV2 59122 64200 3.97% 0.362%
31 12.116 1668 1671 1676 rBV2 49120 49967 3.09% 0.282%
32 12.222 1686 1689 1691 rBvV3 34195 35587 2.20% 0.201%
33 12.251 1691 1694 1700 rVB6 31079 39062 2.42% 0.220%
34 12.357 1709 1712 1714 rBV 20765 21362 1.32% 0.120%
35 12.404 1717 1720 1722 rBV2 24913 24126 1.49% 0.136%

36 12.498 1730 1736 1737 rBV2 675844 676131 41.85% 3.814%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

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-BF071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.516 1737 1739 1742 rVB 1014859 756544 46.83% 4.267%
38 12.598 1751 1753 1757 rVB 234249 202103 12.51% 1.140%
39 12.639 1757 1760 1764 rBV 409015 373004 23.09% 2.104%
40 12.733 1773 1776 1780 rBV3 96014 134519 8.33% 0.759%
41 12.792 1784 1786 1788 rVV 31767 30265 1.87% 0.171%
42 12.875 1794 1800 1805 rBV 426341 483505 29.93% 2.727%
43 12.986 1817 1819 1820 rBV2 35960 31973 1.98% 0.180%
44 13.010 1820 1823 1826 rVV 1007224 789145 48.84%  4.451%
45 13.198 1852 1855 1858 rVB2 92800 82056 5.08% 0.463%
46 13.233 1858 1861 1862 rBV 71862 67517 4.18% 0.381%
47 13.304 1871 1873 1875 rBV3 44586 35410 2.19% 0.200%
48 13.575 1916 1919 1922 rBV 64407 56466 3.49% 0.319%
49 14.075 1999 2004 2006 rBV 1564767 1615683 100.00% 9.114%
50 14.098 2006 2008 2010 rVB 217971 157637 9.76%  ©0.889%

51 14.163 2016 2019 2024 rBV 256052 251129 15.54% 1.417%
52 15.127 2180 2183 2189 rVB 182426 322709 19.97% .820%
53 15.569 2254 2258 2266 rVB2 1078894 1355328 83.89% 7.645%

[aY

Sum of corrected areas: 17728235
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 18 Jul 2022 19:12
¢ CG\JU
¢ N3747-01 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
BF129275.D

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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5.510

3.981

6.898

6.516

7.457

‘ T
2.40 2.60 2.8

T
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

0
Time-->

TIC: BF129275.D\data.ms
8.181

9.939
11.428

12.516

13.010

T : T —
10.00 10.50 11.00 11.50

‘ —
12.00 12.50

——
13.00

Abundance
2000000

1500000

1000000

500000

0

Time-->  13.50 14.00

TIC: BF129275.D\data.ms

15.569

15.127

‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50 17.00

T ‘ T T ‘ T
17.50 18.00

T ‘ T
18.50

8270-BF071522.M Tue Jul 19 15:15:52 2022

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 Pentadecanoic acid, 14-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.804 4.48 ng 277731  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 94
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90
Abundance Scan 1618 (11.804 min): BF129275.D\data.ms (-1615) (- m/z 74.00 100.00%
74.0
5000
43.0
143.1 "0 1900
‘ “‘ || 1150 | 199.12272 2701 11.50 1200
Ovvvp b e b L T e e m/z 87.00 73.16%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 43.0 = e
11.50 12.00
m/z 43.05 36.76%
0 ‘ M\ ‘\‘ Ll M 10\1430 185.0 22\70 270C
H\‘HH‘H\\‘\\H‘H\\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\\H’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
74.0
— ——
11.50 12.00
5000 m/z 55.10 26.48%
43.0
143.0
111.0 185.0 227.0 270.C
e L A NSRS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109337: Tridecanoic acid, methyl ester — —
74.0 11.50 12.00
m/z 41.05 26.24%
5000 43.0
0 L H ‘H‘ L1 \143.0 185(\) 228.0
R e e e e e e P ——
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.498 10.91 ng 676131  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1736 (12.498 min): BF129275.D\data.ms (-1730) (- m/z 67.00 100.00%
67.0
09.1 LS
- 12.50
oL ‘;M H\HH \Hhmhh\ \\Hh Hu ‘\181 121‘1‘1‘ ‘ 26‘\\3‘1‘29‘\4‘“ m/z 81.10 81.89%
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
12.50
09.0 m/z 55.10  69.58%
149.
ob MHMLM\NMN\HkJN‘M A %§2f)??4f
miz--> 50 150 200 250
Abundance
67.0
=
12.50
5000 ITI/Z 95.05 58.80%
290 109.0 2040
150.0 ’
263.0
182.0 220.0
oL U bl eSS L
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester e
67.0 12.50
m/z 41.10 57.08%
5000
09.0 294,
29.0 ‘ 263.0 94.0
150.0 .
0! | \H\“ \1\\ ‘\h‘:l"q“:l"‘(?)‘ 2‘29‘0‘ ‘ ‘\L‘ . ‘\‘ e
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.516 12.21 ng 756544  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 98
3 10-Octadecenoic acid, methyl est... 296 C19H3602 013038-45-4 93
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 1739 (12.516 min): BF129275.D\data.ms (-1737) (- m/z 55.10 100.00%

5[:
5000 97.1
R \
MM h H 3371 1802 222.2 264.1 12.50
oL U‘ Mm‘ H\M w ‘H\‘h b - ‘d“ . ‘h‘ ‘296‘3? m/z 41.10 65.41%
miz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
5000 87.0 LN \
12.50
264.0 m/z 69.18  63.77%
23.0 180.0 2220 ‘
oL “\“ ‘“‘ k\‘mu‘ \H\‘H ol 1\ T ‘ - “‘ ‘2‘96‘9
miz--> 50 100 150 200 250 300
Abundance
55.0
R \
12.50
m/z 74.00 61.43%
5000 870 /
264.0
222.0
1230  180.0 296.0
oL MRl e gy b L
miz--> 50 100 150 200 250 300
Abundance  #194452: 10-Octadecenoic acid, methyl ester, (E)- — e
. 12.50

m/z 83.10 52.56%

5000

126.0 169.0

222.0 296.0

.

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\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.733 2.17 ng 134519  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Anthracene, 9-(2-nitroethenyl)- 249 C16H11NO2 058349-77-2 49
5 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 42

Abundance Scan 1776 (12.733 min): BF129275.D\data.ms (-1773) (- m/z 202.10 100.00%

202.1
73.0
5000 41,0
129.0

41.2 !
‘ ‘ 165.1 “‘ r‘ 284.3 12.50 13.00
ol alllt i v M ! U iy by i i m/z 73.00 74.54%
mi/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0
5000 129.0 T RN

12.50 13.00
m/z 43.05 73.98%

1850 o410 2840
0 \H”’“ ‘M\ M \‘ T \‘ T " T \“ - \“\ T
miz--> 50 100 150 200 250 300
Abundance
73.0

- —
410 12.50 13.00

5000 129.0 m/z 60.00  64.23%
185.0
228.0

ob— Ml b L by

miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — —
73.0 12.50 13.00

41.0

m/z 57.10 61.30%

5000 129.0
199.0 2420
‘\‘ L \‘ Ly Mh"‘w ;‘M‘\‘ ul “‘ ’1‘67[9‘ ; ‘ ‘

’ T T \‘ ’ L ‘ T T T ‘ T
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\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.163 3.11 ng 251129  Chrysene-di12 14.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 37

Abundance Scan 2019 (14.163 min): BF129275.D\data.ms (-2016) (- m/z 277.10 100.00%
277.1

5000

~
~
o

| ‘ 152.0 ‘ H 14.00 1450
1y I ‘ I

Ol b4 33433800 508 0 31,78

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

5000 P =T
14.00 14.50
77.0 199.0 m/z 77.00 21.96%
152.0
O\2\7\.0\‘}‘\\‘\\‘\\\\““\\\“\H\\\\’\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance
277.0
—— —
14.00 14.50
5000 m/z 199.00 20.78%

70 183.0
0L27.0 128.0 228.0
LLECT S Y il MV ML
mfz--> 50 100 150 200 250 300 350

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

m/z 201.00  19.59%

5000
70 199.0
31.0 : 152.0 ‘
bl ‘ I b “ ‘ | | 347.0 .

O L o e e e A T —
m/z--> 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\BF071822\
Data File : BF129275.D

Acqg On : 18 Jul 2022 19:12
Operator : CG\JU

Sample : N3747-01 5X

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF071522.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|
Pentadecanoic a... 11.804 4.5 ng 277731 4 11.428 1239360 20.0
9,12-Octadecadi... 12.498 10.9 ng 676131 4 11.428 1239360 20.0
15-Octadecenoic... 12.516 12.2 ng 756544 4 11.428 1239360 20.0
Octadecanoic acid 12.733 2.2 ng 134519 4 11.428 1239360 20.0
Triphenylphosph... 14.163 3.1 ng 251129 5 14.075 1615680 20.0
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