LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc :

ALS Vvial : 13  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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128378.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.087 473 476 483 rBV 28409 34557 1.10% 0.206%
2 5.481 539 543 553 rBv 1537680 1491031 47.44% 8.876%
3 6.487 711 714 732 rBV 1100912 1031046 32.80% 6.138%
4 6.857 773 777 785 rBV 652906 549160 17.47%  3.269%
5 7.428 869 874 877 rBV 1913492 1906032 60.64% 11.347%

6 7.522 887 890 898 rVB 35695 41250 1.31% ©0.246%
7 8.140 991 995 1005 rBV 841324 711650 22.64%  4.237%
8 9.216 1173 1178 1181 rBV 3561349 3143191 100.00% 18.712%
9 9.322 1193 1196 1201 rBV 42651 38332 1.22% 0.228%

9.610 1240 1245 1249 rBV 74244 59856 1.90% ©0.356%

11 9.898 1290 1294 1297 rVB 902972 769691 24.49%
12 10.692 1425 1429 1432 rBV 2097056 1859860 59.17% 11.
13 11.392 1544 1548 1551 rBV 808879 738541 23.50%
14 11.633 1584 1589 1593 rBV6 32068 64693 2.06%
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15 11.769 1609 1612 1615 rBV 132947 108341 3.45% 645%
16 11.910 1633 1636 1640 rBV4 44046 64568 2.05% ©.384%
17 12.475 1730 1732 1741 rVB 236018 250416  7.97% 1.491%
18 12.563 1744 1747 1752 rVV2 94570 82340 2.62%  ©.490%
19 12.622 1755 1757 1763 rVB2 73385 66351 2.11% 0.395%

20 12.980 1813 1818 1821 rBV 2703973 2499343 79.52% 14.879%

21 13.886 1965 1972 1981 rBV3 73171 157643 5.02%
22 14.039 1994 1998 2002 rBV 578874 502990 16.00%
23 14.133 2009 2014 2019 rBV 84163 81979 2.61%
24 15.527 2245 2251 2257 rBV 417844 544669 17.33%

WoeN®
0
O
p
R

Sum of corrected areas: 16797530
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 May 2022 22:06
: CG\JU
: N2943-10

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
BF128378.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF128378.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.769 2.93 ng 108341  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1612 (11.769 min): BF128378.D\data.ms (-1609) (- m/z 74.10 100.00%
74.1

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.10 26.06%

5000
43.0
143.1 —— e
M || ) 2150 | 170119927272 704 11.50 12.00
Obprreaperdl M b2 by m/z 87.10 70.15%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — S
43.0 11.50 12.00
143.0 m/z 43.05 34.54%
‘u \“ ‘\‘ h\lc\)\lo | 17\10\199022\70 270.C
0\‘\\\\‘\\\\‘\\‘\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
— —
11.50 12.00
5000/ 43.0 m/z 55.10  27.93%
| || 010 1430 1850 2280
YU | P o O O ... SN
m/z--> 20 40 60 80 100120140160 180 200220240260
—r —
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‘ M\ \\‘\‘1010 1430 1850 2270 2700

bl b MRS L 2800, 2270 2oL

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.475 6.78 ng 250416  Phenanthrene-di10 11.392
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 91
3 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 91

Abundance Scan 1732 (12.475 min): BF128378.D\data.ms (-1730) (-] m/z 55.10 100.00%

58.1
5000 87.0

Fe
T(ZS-l 180.2 2222 264.1 12.50
0L— HH ¢ u \‘\ n“\u\ \‘\‘H\u‘ m gt Lo : A : m/z 41.10 65.35%
miz--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 S
12.50
m/z 74.05 59.99%
180.0 222.0 264.0
0250 Hm ‘H“ \‘ \‘\m‘m‘mh\‘h ol ‘M“ “‘ T 1“ T ‘H‘ ‘2‘96‘C
miz-> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
e
12.50
5000 m/z 69.10  56.27%

o

87.0
264.0
23.0 180.0 222.0 ‘
. H“ Hn \‘ ‘ Hh ‘\ L, “ d ‘\H H w\m m s ‘L P ;L _— ‘ . ‘2‘96‘ C
m/z--> 100 150 200 250 300

Abundance #194419: 10-Octadecenoic acid, methyl ester ——
55.0 12.50

m/z 83.10 44.32%

264.0
180.0 222.0 206.C
T

m/z--> 50 100 150 200 250 300 12.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.563 2.23 ng 82340  Phenanthrene-dle 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 94
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86

Abundance Scan 1747 (12.563 min): BF128378.D\data.ms (-1744) (-1 m/z 74.05 100.00%

74.0
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143.1 T ‘
“ H 111 ‘ 199.1 2553 2981 12.50
ol u ,HL Al gr Lo L B0y sries 7471
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Abundance #197273: Methyl stearate
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ok ‘\“ il ’\‘ M ‘H\ ‘]T “‘0\‘ P . R, “\‘ L ‘L‘
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Abundance #197349. Heptadecanoic acid, 16-methyl-, methyl ester
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T T
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o [ w0 280 T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 1-Tricosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.886 6.27 ng 157643  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1972 (13.886 min): BF128378.D\data.ms (-1965) (-  m/z 55.05 100.00%

55.0
97.1
5000
| “ || 1571822 2as0 150 400
0 bbb A e T m/z 57.10 99.94%
mlz--> 50 100 150 200 250 300 350
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1350 1400
25.0 m/z 43.10 93.52%
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Abundance #273800: 1-Hexacosene
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0 \‘ [ i ‘\ \H‘ \\‘\ ‘\ I 1?810 2380 292.0 364.(
— “‘ e —  ammethe
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Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0 1350 1400
97.0 m/z 69.10 80.52%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 3
R.T. EstConc Area Relative to ISTD R.T.
14.133 3.26 ng 81979  Chrysene-di12 14.039
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 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 72
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37
5 [1,2,4]Triazolo[1,5-a]pyrimidine... 278 C15H14N6 1000350-69-0 9
Abundance Scan 2014 (14.133 min): BF128378.D\data.ms (-2009) (-, m/z 277.05 100.00%
277.1
5000
77.0 199.1 1 T
39 ‘ 115.0 152.1 ‘ H 14.00 14.50
ob— 9“ e S nyz 278,10 31.24%
miz-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —— —r—
152.0 14.00 14.50
m/z 77.05 20.83%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3"3-‘0‘ R
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—— —
14.00 14.50
5000 m/z 199.10 18.77%
7.0 183.0
ohg 10l “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 183.00  18.49%
5000
77.0 183.0
e
Y SN S R S T R
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\BF052022\
Data File : BF128378.D

Acqg On : 20 May 2022 22:06
Operator : CG\JU

Sample : N2943-10

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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... 11.769 2.9 ng 108341 4 11.392 738541 20.0
9-Octadecenoic ... 12.475 6.8 ng 250416 4 11.392 738541 20.0
Methyl stearate 12.563 2.2 ng 82340 4 11.392 738541 20.0
1-Tricosene 13.886 6.3 ng 157643 5 14.039 502990 20.0
Triphenylphosph... 14.133 3.3 ng 81979 5 14.039 502990 20.0
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