LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc :

ALS Vvial : 11 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-BF103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136124.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.040 498 502 510 rVB 51103 54774 1.66% 0.310%
2 5.446 566 571 574 rBV 1335979 1217238 36.80% 6.883%
3 6.440 736 740 744 rBV 805103 724270 21.89% 4.096%
4 6.816 801 804 808 rBV 846131 658106 19.89% 3.721%
5 7.381 895 900 903 rBV 1999469 1843942 55.74% 10.427%

6 7.575 930 933 936 rVB 236998 181101 5.47% 1.024%
7 8.098 1018 1022 1025 rVB 1141612 867341 26.22%  4.905%
8 9.181 1201 1206 1209 rBV 4048491 3307949 100.00% 18.706%
9 9

9

.251 1215 1218 1221 rBV3 57516 57114 1.73% 0.323%
10 .563 1268 1271 1273 rBV 93311 74318 2.25% 0.420%
11 9.722 1296 1298 1300 rBvV2 45859 45180 1.37% ©.255%
12 9.769 1303 1306 1309 rVB 83821 70405 2.13% 0.398%
13 9.857 1315 1321 1324 rBV 1174512 969880 29.32% 5.484%
14 10.651 1451 1456 1459 rBV 1899202 1853685 56.04% 10.482%
15 10.786 1476 1479 1485 rVB 69339 97837 2.96% ©.553%

16 11.351 1571 1575 1578 rBV 920199 833339 25.19%
17 11.892 1664 1667 1674 rVB 252726 252209 .62%
18 12.680 1799 1801 1809 rVB3 81896 99139 .00%
19 12.951 1843 1847 1850 rBV 3086502 2762064 83.50% 15.
20 13.898 2004 2008 2017 rVB 65612 136580 4.13%

~N

w
O uUoeRr A
U1
o)}
iy
I

21 14.004 2022 2026 2033 rVB 819932 715136 21.62%  4.044%

22 15.492 2274 2279 2287 rVB2 630074 823692 24.90% 4.658%
23 17.262 2573 2580 2583 rBV8 16920 39037 1.18% 0.221%

Sum of corrected areas: 17684336
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: @3 Nov 2023 15:08
¢ CG\JU
. 05096-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
BF136124.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF136124.D\data.ms

7.381

5.446

6.440 6.816

7.575
5.040

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
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF136124.D\data.ms
9.181

12.951

10.651

8.098

0
Time-->

— — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF136124.D\data.ms

14.004
15.492

13.89

Time-->

17.50

17.262
T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 Cyclopentasiloxane, decamet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

7575 aasng 181101 Naphthalene-ds 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Amino-2-phenazinol ditms

yclopentasiloxane, decamethyl- 370 C10H3005Si5
355 C18H25N30Si2
-(2-amino-1-hydroxypropyl)pheno... 311 C15H29N02Si2
-Hydroxymandelic acid, 3TMS der... 384 C17H3204Si3

000541-02-6 91
1000332-15-5 47
1000478-98-6 43
068595-69-7 43

VA WNER
mwbdh wonN

pinephrine, (.beta.)-, 3TMS der... 399 C18H37NO3Si3 ©10538-85-9 43

Abundance Scan 933 (7.575 min): BF136124.D\data.ms (-930) (-) m/z 73.05 100.00%
3.0
267.0
5000 355.1
7207.407.60 780
193. . : : :
k11491839 u?“s‘? — h\ 3089, ‘hu . m/z 267.00  60.71%
m/z--> 50 100 150 200 250 300 350
Abundance #278394: Cyclopentasiloxane, decamethyl-
3.0
5000 L L L B I N L R R
267.0 355.0 7.20 7.40 7.60 7.80
m/z 355.10 42.60%
80, | 118015401930 | 3090 |
L ‘ T T ‘ T T T ‘ T T ‘ L ‘ T T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
73.0
e e
355.0 7.20 7.40 7.60 7.80
5000 m/z 356.10  16.97%
268.0
31.0 126.0 166.0 208.0
T e e  —
m/z--> 50 100 150 200 250 300 350
Abundance #212744: 4-(2-amino-1-hydroxypropyl)phenol, 2TMS deri R L
267.0 7.20 7.40 7.60 7.80
m/z 268.00 16.69%
5000
73.0
30.0, |, 109.0147.0 193.0 | 3110
e T B o e e R AR e
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08

Operator : CG\JU

Sample : 05096-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Me
: ASP BNA STANDARDS FOR 5 POI

: C:\Database\NIST20.L

thods\8270-BF103023.M
NT CALIBRATION

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 Hexadecane, 2,6,11,15-tetra...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.786 2.35 ng 97837  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 72
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 58
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 58

Abundance Scan 1479 (10.786 min): BF136124.D\data.ms (-1476) (- m/z 57.10 100.00%
57.1
5000 MymwﬂmﬂfVAvMWﬂwwaﬂ
1131 147.1 10.50 11.00
/ “‘“\‘ u‘l\ , \‘H‘ ‘\“mh M“\ | H‘M‘H\‘\‘.\M‘\ “\]\"9‘97% " 2‘3‘\1‘-‘2“ , m/Z - 71.05 .73.0500
miz--> 50 100 150 200 250
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
5000 —r— ——
10.50 11.00
85.0 m/z 43.10  58.20%
27.0 169.0
| H “h‘\ ‘h‘ \”‘\ “‘ \“H\ “\ ' A \2‘1\1\0\ T ‘2\67\0\ T
m/z--> 50 100 150 200 250
Abundance
57.0
—— —
10.50 11.00
5000 m/z 41.10 28.59%
113.0 1830 WM
27.0 ' 253.0
— T T
m/iz--> 50 100 150 200 250
Abundance #33086: Decane, 2-methyl- — —
43.0 10.50 11.00
m/z 85.10 24.95%
5000
85.0
141.0
asol ||yl ogme o
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.05 ng 252209  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 1667 (11.892 min): BF136124.D\data.ms (-1664) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
213.2 — ASSS
‘ m ‘ 11 ‘ 256.3 11.50 12.00
S— “‘w‘”w\“lMu,mJ“‘H‘u,u“ww_hwm‘w,‘ m/z 43.10  88.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 60.00 85.82%
Ll ]
l\‘i’\'e\l\“‘\\”\”\h\‘\‘H\‘\\uh“‘\\“”‘M\H\‘H’HH‘H\\’\\\\‘HH‘\‘\H‘HH“HH’\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0 73.0
e s
11.50 12.00
5000 m/z 57.10 79.01%
129.0 242.0
199.0
158.0
B o a A e e L s kasna e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.05 70.85%
5000 1290
185.0
|
H"““HH;“M‘M‘“M‘Hwh“““w‘:‘MH,HH‘HH,mww_!www,‘ — e
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\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.77 ng 99139  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1801 (12.680 min): BF136124.D\data.ms (-1799) (- m/z 43.00 100.00%

i JWWNVKWWWMVAMMMWWM@WWWN
5000

T
12.50 13.00
—— m/z 73.00 89.74%

m/z--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
129.0

5000 T

12.50 13.00

284.C 5

1850 5410 ‘ m/z 60.00  85.78%
I

: ‘\“ H‘M Il ‘M‘h} “\ o~ ‘\ ““ \‘ . “‘ by
m/z--> 50 100 150 200 250
Abundance
60.0

T
12.50 13.00

5000 126.0 m/z 57.10  84.47%
97.0 1710 2130 256.0 quﬁﬂmwmekawwwwww
—— e A
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 41.10 67.53%
2000 20 MWM
. L‘ ‘; \‘ ‘H‘H h“ \‘H‘H\‘ Hh“‘w M\‘ ] “‘ ‘I‘GH‘Q ‘ . ‘i — “\ e —— ——
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.898 3.82 ng 136580  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 89

Abundance Scan 2008 (13.898 min): BF136124.D\data.ms (-2004) (- m/z 55.10 100.00%

581 p7.1
5000
—
“ || ‘ 153.0 216.0257.1 997 1 13.50 14.00
— !hw‘\ pulh ‘\L‘ L h‘w ‘h s h o ‘Hh‘ HH\H‘ . m/z 57.05 97.28%
mi/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
55.0
97.0
5000 — ——
13.50 14.00
m/z 83.10  95.19%

lsd‘ \‘\ I H\ \‘ # \h I 182 O 224.0 266.0
L ‘ T T ‘ T ‘ T T L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

83.0 — 7
13.50 14.00
5000 m/z 97.10 86.01%
123.0
196.0 269.0
A B B e T A B A N I I
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene “ T
5710 970 13.50 14.00
m/z 69.00 85.05%
h WWWM]\‘WW
Um0 o0 o s
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110323\
Data File : BF136124.D

Acqg On : 03 Nov 2023 15:08
Operator : CG\JU

Sample : 05096-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF103023.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|
Cyclopentasilox... 7.575 4.2 ng 181101 2 8.098 867341 20.0
Hexadecane, 2,6... 10.786 2.4 ng 97837 4 11.351 833339 20.0
n-Hexadecanoic ... 11.892 6.0 ng 252209 4 11.351 833339 20.0
Octadecanoic acid 12.680 2.8 ng 99139 5 14.004 715136 20.0
1-Heneicosanol 13.898 3.8 ng 136580 5 14.004 715136 20.0
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