LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 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-BF032122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF127625.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.087 473 476 485 rBV 12946 25310 1.05% 0.141%
2 5.463 537 540 568 rBv 2157004 2315021 96.48% 12.939%
3 6.475 708 712 732 rBV 2368952 2323257 96.83% 12.985%
4 6.828 770 772 782 rBV 632951 598550 24.95%  3.345%
5 7.398 866 869 880 rBV 1587163 1526796 63.63% 8.533%
6 8.116 987 991 1008 rBV 862409 803723 33.50% 4.492%
7 9.186 1169 1173 1182 rBV 2625197 2399422 100.00% 13.410%
8 9.251 1182 1184 1190 rVB2 28345 29735 1.24% 0.166%
9 9.469 1218 1221 1227 rBV2 18816 27117 1.13% 0.152%
10 9.869 1286 1289 1301 rBV 1070728 926606 38.62% 5.179%

11 10.663 1421 1424 1439 rBV 1512570 1540032 64.18%
12 11.363 1540 1543 1552 rBV 1133669 971449 40.49%
13 11.733 1603 1606 1610 rBV 217439 191934  8.00%
14 12.445 1719 1727 1730 rBV 259764 254041 10.59%
15 12.527 1738 1741 1745 rVB 53557 41034 1.71%
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16 12.945 1808 1812 1816 rBV 2524613 2269925 94.60% 12.
17 13.857 1959 1967 1983 rBV7 25274 130641 5.44%
18 14.016 1990 1994 2004 rBV 608802 632316 26.35%
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19 14.610 2092 2095 2100 rVB2 28632 27934 1.16% 156%
20 14.827 2127 2132 2136 rBV 76141 82680 3.45% 462%
21 15.086 2172 2176 2181 rVB 34155 41622 1.73% 0.233%
22 15.280 2205 2209 2222 rVB 17362 54507 2.27% 0.305%
23 15.457 2235 2239 2242 rBV 32466 41145 1.71% 0.230%
24 15.498 2242 2246 2257 rVB 348682 489754 20.41% 2.737%
25 15.886 2308 2312 2318 rBV 30875 45595 1.90% 0.255%
26 16.386 2393 2397 2405 rVB4 24474 43053 1.79% 0.241%
27 16.974 2493 2497 2503 rVB4 17189 30269 1.26% 0.169%
28 17.668 2609 2615 2623 rVB7 13187 28831 1.20% 0.161%
Sum of corrected areas: 17892299
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF127625.D\data.ms
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Abundance TIC: BF127625.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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.
11.733 3.95 ng 191934  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Undecanoic acid, 1@-methyl-, met... 214 C13H2602 005129-56-6 90
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 90
Abundance Scan 1606 (11.733 min): BF127625.D\data.ms (-1603) (1 m/z 74.00 100.00%
74.0
5000 43.0
1150 12,00
: 227.2 - -
185.1
0 HWJ‘Mml“_““u““wﬁwww“‘H,HwH_W‘mwz‘??; m/z 87.18  72.11%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 —r— —
43.0 11. 50 12.00
143.0 o970 270 m/z 41.91%
LIl g, | ges0 |
O H\‘HH‘H\\“H“\\“}‘1\\‘]‘*\\\\‘\\‘\\‘\H\"H‘H‘\‘\H“HH‘\‘H\‘HH‘HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11 50 12 00
5000 43.0 m/z 31.88%
o ‘ M‘ \M‘ 1 1014‘30 185.0 227.0 270
HWm‘mwwm‘wwwm,w‘mwwawm,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143573: Pentadecanoic acid, methyl ester
74.0 11 50 12 00
m/z 31.41%
5000
43.0
143.0
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\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 12-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.445 5.23 ng 254041  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
2 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 98
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 97
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 97

Abundance Scan 1727 (12.445 min): BF127625.D\data.ms (-1719) (-] m/z 55.05 100.00%

55.0
5000 971
o
37.1 180.1 2223 2641 12.50
0 dbdygea L L2961 41 05 68.17%
miz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
5000 87.0 LN
. 264.0 12.50
m/z 69.05 56.09%
T(Z&O 180.0 2220 2960
0! H“m “\ku‘u “\h“ by “\\ TR, ;‘L SR - ‘\‘
miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester
55.0
P
12.50
5000 87.0 m/z 43.10 49.97%
264.0
23.0 180.0 222.0
I P .
ok “ ‘H‘ ‘\““‘“\”“h\“‘ ‘Hm‘\\n‘ L e 1 - ‘ W ‘\‘
miz--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester —
. 12.50
m/z 74.00 48.61%
5000
264.0
. 23.0 180.0 222.0 296.0
I P
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\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 4.13 ng 130641  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 83
3 Octadecyl propyl ether 312 C21H440 1000406-28-0 83
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 81
5 1-Octadecanol 270 C18H380 000112-92-5 81
Abundance Scan 1967 (13.857 min): BF127625.D\data.ms (-1959) (- m/z 43.00 100.00%
7.0
5000
— ——
‘ H } ‘ 207.1 981.1 13.50 14.00
ol ML e m/z 55.08 97.05%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — e
7.0 13.50 14.00
m/z 57.05 96.86%
o] 11| 153.0 2100 26703210 490,
\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
— ——
13.50 14.00
5000 1.0 m/z 83.05 77.68%
ol L8022 _smmo M
o ‘“H““w“‘w““_““H“‘H““H““H
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215089: Octadecyl propyl ether WWW T
43.0 13.50 14.00
m/z 68.95 66.12%
5000
T? .0
252
0 .H\mlﬁ‘*o?" el M
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.827 3.38 ng 82680  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
4 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58

Abundance Scan 2132 (14.827 min): BF127625.D\data.ms (-2127) (- m/z 69.05 100.00%
69.0

5000

%

187 14.50 15.00
L halggdy 3911 2811 3851 .. 8168  53.65%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
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14.50 15.00
m/z 41.05 26.92%
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Abundance #308260: Squalene
69.0
— ——
14.50 15.00
5000 m/z 68.10 11.96%
137.0
0 17. OM I ‘ il h” H H u‘“ l‘ b “9‘.;'.‘0 , 273.0 34;"0 410.!
A R et e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-

69.0 14.50 15.00
m/z 95.05 11.57%

5000

l 136.0
|
1

0l \M A ‘\ 187.0 248.0
R R R e R R R R

m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27

Operator : CG\JU

Sample : N2207-02 :
Misc : 20220341-096-21-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©32122.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 unknownl5.280 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.280 2.23 ng 54507  Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyl-10H-acridin-9-one 251 C17H17NO 055751-69-4 11
2 5-(Ethylsulfonyl)-2-methoxyaniline 215 C9H13NO3S 005339-62-8 9

3 N-(Dimethylthiophosphinyl)-p-ani... 215 C9H14NOPS 1000074-00-6 9
4 5-Iodohistidine 281 C6H8IN302 1000131-15-8 9
5 p-Methylbenzylidene p-butylaniline 251 C18H21N 038549-81-4 9

Abundance Scan 2209 (15.280 min): BF127625.D\data.ms (-2205) (-] m/z 57.00 100.00%

57.0
070 460.
5000 122.0 '
255.2

AL AL ]
ol Ll LML L LD nyz aee.25  62.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137073: 2-Butyl-10H-acridin-9-one
208.0
5000 —r— —
15.00 1550
m/z 207.95 %

oL 770 1520, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #93539: 5-(Ethylsulfonyl)-2-methoxyaniline

122.0 215.0
—r —
15.00 15.50
5000 m/z 215.05 50.50%
52.0
AT
miz--> 50 100 150 200 250 300 350 400 450
Abundance #93556: N-(Dimethylthiophosphinyl)-p-anisidine P ——
215.0 15.00 15.50
122.0 m/z 121.95 50.12%
5000
65.0
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040122\
Data File : BF127625.D

Acqg On : 01 Apr 2022 21:27
Operator : CG\JU

Sample : N2207-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF032122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

20220341-096-21-02

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 11.733 4.0 ng 191934 4 11.363 971449 20.0
12-Octadecenoic... 12.445 5.2 ng 254041 4 11.363 971449 20.0
17-Pentatriacon... 13.857 4.1 ng 130641 5 14.015 632316 20.0
Supraene 14.827 3.4 ng 82680 6 15.498 489754 20.0
unknown15.280 15.280 2.2 ng 54507 6 15.498 489754 20.0
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