LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc :

ALS vial : 5 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127653.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.193 489 494 498 rVB2 27941 35062 1.11% 0.156%
2 5.575 554 559 562 rBvV 2373156 2275199 71.87% 10.106%
3 6.575 723 729 732 rBV 2351773 2337414 73.84% 10.382%
4 6.963 791 795 798 rVB 703699 563641 17.80% 2.504%
5 7.522 885 890 893 rBV 1734679 1559489 49.26% 6.927%

8.245 1009 1013 1016 rBV 918909 723855 22.87%
9.322 1192 1196 1200 rBV 2897583 2807706 88.69% 12.
9.398 1204 1209 1212 rBV 46957 40205 1.27%
10.004 1308 1312 1316 rBV 931200 862263 27.24%
10 10.798 1442 1447 1450 rBV 2158081 1990534 62.88%

00 wWwoNW
=
N
O
R

11 11.498 1562 1566 1570 rBV 1096455 931623 29.43%
12 11.710 1586 1602 1613 rBV6 65076 2971560 9.39%
13 12.016 1649 1654 1665 rBV 357421 387626 12.24%

OO0k RFR M
~N
N
N
R

14 12.192 1682 1684 1693 rVB2 59563 66665 2.11% 296%
15 12.727 1769 1775 1781 rBv4 41530 65677 2.07% 292%
16 12.804 1783 1788 1795 rBV 114592 125590 3.97% ©.558%
17 12.969 1812 1816 1822 rVB2 38526 52665 1.66% ©.234%
18 13.092 1833 1837 1840 rBV 3636326 3165717 100.00% 14.061%
19 13.439 1890 1896 1905 rBV3 31234 80540 2.54% 0.358%
20 13.980 1985 1988 1993 rBV 737068 695502 21.97%  3.089%

21 14.151 2009 2017 2020 rBV 952555 972705 30.73%
22 14.245 2028 2033 2041 rBV 462370 495114 15.64%
23 14.621 2093 2097 2105 rBV2 142204 181904 5.75%

OO0 OoONPS
0
[
(o]
B

24 14.704 2107 2111 2114 rBV 32922 50537 1.60% 224%
25 15.021 2162 2165 2168 rBV2 41224 45431 1.44% 202%
26 15.304 2207 2213 2216 rBV 101701 160566 5.07% ©.713%
27 15.674 2270 2276 2280 rBV 616949 748344 23.64%  3.324%
28 16.186 2358 2363 2367 rBV 75259 115851 3.66% ©.515%
29 16.233 2367 2371 2383 rVB 106192 198059 6.26% ©.880%
30 17.468 2575 2581 2591 rVB6 37219 99762 3.15% 0.443%
31 17.886 2643 2652 2663 rBV9 85032 229468 7.25% 1.019%

32 18.768 2793 2802 2812 rBV9 50126 152228 4.81% 0.676%

Sum of corrected areas: 22514092
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\

BF127653.D
: 06 Apr 2022 17:42
: CG\JU
: N2220-09
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 1,3-Benzenedicarboxylic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.710 6.38 ng 297150  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 83
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 70
3 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 38
4 Terephthalic acid, 4-cyanophenyl... 379 C23H25N0O4 1000323-66-6 30
5 Terephthalic acid, octyl 2,3,4-t... 408 C22H23F304 1010415-80-4 27

Abundance Scan 1602 (11.710 min): BF127653.D\data.ms (-1586) (1  m/z 70.05 100.00%

70.0
149.0 261.1
5000
e, )
‘ | ‘ i b 197.0 11.50 12.00
o M ‘h‘“u‘%‘w"ﬁ A “‘ TN - e m/z 149.00  61.15%
mlz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
7Q0.0
112.0 M
5000 261.0 L A N
11.50 12.00
67.0 m/z 261.15 56.76%
Ozg[ﬂ ‘” \L \‘ T } T “\ T \2(‘)7\\0\ ™ \‘ T L :\30‘4\(\) \347‘\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 LN
11.50 12.00
5000 m/Z 112.10 50.23%
67.0
261.0
0 )L
oLl il L L 2050 ) | 3830
miz-> 50 100 150 200 250 300 350
Abundance #295634: Terephthalic acid, di(4-octyl) ester
261.0 11.50 12.00
m/z 57.10 40.12%
167.0
5000
112.0
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.016 8.32 ng 387626  Phenanthrene-d10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Isopropyl palmitate 298 C19H3802 000142-91-6 80

Abundance Scan 1654 (12.016 min): BF127653.D\data.ms (-1649) (- m/z 73.00 100.00%
43.0 73.0

5000
129.1
213.2 T T T
I Qﬁ.l 157.2185.1 256.3 12.00
O Fprrreiey m/z 43.05 88.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add JMJ/\MWJWMAMMAXJWMJﬂ\
T T

%

5000 129.0
12.00

m/z 60.00 85.57%

157.0 185.0 213.0 256.0

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid

73.0

=TT 1
43.0 12.00
5000 129.0 m/Z 55.00 72.67%
171.0
‘ 214.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid .

73.0 12.00

m/z 41.05 71.90%

43.0
5000 129.0
185.0
228.0
Ll | o |
[ Hu‘ mm ‘ | T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.804 2.70 ng 125590  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1788 (12.804 min): BF127653.D\data.ms (-1783) (- m/z 73.00 100.00%
43.0 73.0

5000 129.1

N

185.2 ‘ ‘
| | 24T2 284.. 12:50 13.00
0 . “‘HM \H‘ ‘ ‘WH‘M‘M X ‘;‘H il ] | L [ R

N RS m/z 43.05 97.97%

°

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 “ ——
129.0 12.50 13.00
‘ 185.0 Jaro 284 m/z 60.00 89.43%
oL ‘\“ \“\‘ \\!\MH““M”‘L ‘1‘”“\‘“1 i - . S ‘L - ““
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
12.50 13.00
5000 m/z 57.05 75.60%
129.0 242.0
‘ ‘ 199.0
ol M uu,‘\\“ﬂhw dolaeao |
m/z--> 50 100 150 200 250
Abundance #92070: Tridecanoic acid “ —
73.0 12.50 13.00
m/z 55.05 73.00%
43.0
5000
129.0
171.0 214.0
0Lt ‘\“ U‘\‘u‘n‘ ‘m“” A ‘m‘ “\ ‘\‘ ‘ “\‘ — — —
m/z--> 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\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Cyclopentadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.980 14.30 ng 695502  Chrysene-di12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 1988 (13.980 min): BF127653.D\data.ms (-1985) (- m/z 57.05 100.00%
57.0

97.1
5000
e
39.2 :
ol M“m‘ JHW 15 822 2242 2804 n/z s5.10  97.47%
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
5000 97.0 =
14.00
m/z 83.05 93.29%
AL o, 20
O\\h\\““\‘\‘ ‘ 1\”\‘“.“\\\‘\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— =
14.00
5000 ITI/Z 43.05 93.22%
25.0
ol \H | ‘\\\ \ “\‘L‘ | 1870 2100 2800
m/z--> 50 100 150 200 250 300
Abundance #271371: Bromoacetic acid, hexadecyl ester ==
43.0 14.00
83.0 m/z 69.10 77.81%
5000
Tze,o
1960
oL “\\ | HL \\rlﬁw“‘ ST N T ‘2‘6‘9'9‘ — e
miz--> 15 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.245 10.18 ng 495114  Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 92
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 23
Abundance Scan 2033 (14.245 min): BF127653.D\data.ms (-2028) (-, m/z 277.10 100.00%
277.1
5000
77.0 L — 1
J ‘ 115 120 ‘ H 14.00 14.50
o309 L st b b hessr L ;78010 30.57%
miz-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —— —
152.0 14.00 14.50
m/z 77.05 22.90%
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
= o
14.00 14.50
5000 m/z 201.05 20.81%
77.0 183.0
ohg 10l “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —— =Ly
277.0 14.00 14.50
m/z 183.10  20.12%
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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 6 Pentadecafluorooctanoic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14621 3.74ng 181904 Chrysene-di2 14.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
4 Cyclopentadecane 210 C15H30 000295-48-7 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
Abundance Scan 2097 (14.621 min): BF127653.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1
w0 /\/\JMJ\/\
1450 1500
173.1 . :
o‘HwVMHH“demwugf%ﬁ‘uwu‘WH‘WHH‘HH‘HH_‘H_‘ m/z 43.05  75.80%
m/z--> 0 50 100150200 250 300 350400450 500550600650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
14.50 15.00
m/z 71.10 65.84%
ol FF,O 2520 " 3690 648.(
‘\\H‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
— —
14.50 15.00
5000 m/z 55.05 56.98%
L‘ .0196.0
ol
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #126386: 1-Decanol, 2-hexyl- —— ‘ ‘
57.0 14.50 15.00
m/z 83.05 50.98%
h M\J\MM
) %ﬁ?lg&o
e i

m/z--> 0 50 100150200 250300 350400450500 550 600 650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 7 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.304 4.29 ng 160566  Perylene-di2 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 (C28H58 000630-02-4 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 2213 (15.304 min): BF127653.D\data.ms (-2207) (- m/z 57.05 100.00%
57.0

20 15.00 15.50
. 207.1 : :
ok u\““ A w“wu Lt 20l esss  ss22 m/z 71.10  67.78%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 . L
15.00 15.50
9.0 m/z 43.05 66.47%
O ‘ \L\ Hh\ \h\ \“‘ h‘ ]““4“1“0 ;83.0225_0267.0309.0 367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
15.00 15.50
5000 ITI/Z 85.05 44 .60%
9.0
oLl | 1] ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane “ 1
57.0 15.00 15.50
m/z 55.05 31.13%
5000
9.0
41.0
ol b bdh ] 340120250 @m0 I
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 8 Tetracosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.186 3.10 ng 115851  Perylene-di2 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H99 007098-22-8 90

Abundance Scan 2363 (16.186 min): BF127653.D\data.ms (-2358) (-]
57.1

m/z 57.10 100.00%

131 ‘16‘00‘ 5.6‘56
' 207.0 : :
0 mw‘u ‘} ‘]ﬂ, bt ol v 2850 (3850 L w/z a3.e5  57.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 T —
16.00 16.50
m/z 71.05 55.00%
13.0
O L uh\ \“\ hl 1 I‘ 1690\2250 2810 33\80
\\\\‘\\\’\\\T‘\\!\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
— —
16.00 16.50
5000 ITI/Z 85.10 45.91%
o L L1 3090 2250 2810 3800
L R i R
m/z--> O 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 16.00 16.50
m/z 55.00  25.15%
B M\AJ\/LW
o (70 1690 2250 3000 365.0 436
H“““,H‘“H“,H“‘H‘“H“‘H“‘H“, —— ——
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 9 1-Hexacosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.233 5.29 ng 198059  Perylene-di2 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Acetic acid, chloro-, octadecyl ... 346 C20H39C102 005348-82-3 87

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83

Abundance Scan 2371 (16.233 min): BF127653.D\data.ms (-2367) (- m/z 57.05 100.00%
54

.0
5000 111.1
1600  16.50
208.0 . :
0 '”\“*26&13551 m/z 83.05 95.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 .

: —T
16.00 16.50
m/z 97.10  87.46%

0 \‘ \ ”u‘ I \‘\ ‘\ ‘1\1“‘(5“7.0 238.0292.0 364.0
TTT ‘ T

\‘f\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene
43.0 97.0
‘ —
16.00 16.50

.0
5000 m/z 55.00 82.53%

oL 154021002660

-

miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene —— —
43.0 16.00 16.50
m/z 43.10 78.58%
- | \;J\/\/\J\/\/WM\/
0 M | | 1153.0 2100 267.0321.0 490.(
R BB ABEEEE B e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\

Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 10 1-Docosene

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.468  2.67ng 09762 Perylene-diz 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 co2Ha4 001599-67-3 83

2 Eicosyl trifluoroacetate

Abundance Scan 2581 (17.468 min): BF127653.D\data.ms (-2575) (-]
57.1

394 C22H41F302
3 Pentafluoropropionic acid, octad... 416 C21H37F502
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702
5 Heptadecyl heptafluorobutyrate 452 C21H35F702

1000351-75-2 80
959261-25-7 80
000400-57-7 80
959085-66-6 68

m/z 57.10 100.00%

5000 11.1 MJ\/\QW‘L/\
——
| 1%}2100.0 2683 3409 17.50
ol b b bt DS VT T m/z e9.e5  71.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
58.0
97.0
5000 T
17.50
‘ m/z 97.00  70.22%
O T \“\“ "\ \ \‘H‘\‘H“ ‘ ‘\ ‘\ ‘(‘)\1\8\1\()‘ L ‘ T \\3?\8.9\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #298132: Eicosyl trifluoroacetate
57.0
——
17.50
5000 11.0 m/z 83.05 69.31%
iy ‘ T b by
m/z--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T
57.0 17.50
m/z 43.00 61.49%
h Il M
252.0
oL, M 138901900 2202070 398 -
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 11 .beta.-Sitosterol

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.886 6.13 ng 229468 Perylene-di2 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 .beta.-Sitosterol 414 C29H500
2 .gamma.-Sitosterol 414 C29H500
3 Kauren-18-0l, acetate, (4.beta.)- 330 C22H3402
4 (3S,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500
5 .beta.-Sitosterol acetate 456 C31H5202

Abundance Scan 2652 (17.886 min): BF127653.D\data.ms (-2643) (-]
3.0

5000 107.1 213.2

[o) M— \\‘IM\‘
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol
43.0
5000
0 |\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0
145.0 414.(
213.0 303.0
0 \
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #237200: Kauren-18-ol, acetate, (4.beta.)-

43.0

5000

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

8270-BF040622.M Thu Apr 07 15:06:49 2022

000083-46-5 99
000083-47-6 95
072150-74-4 49
029365-29-5 30
000915-05-9 27

m/z 43.05 100.00%

-

— —
17.50 18.00
m/z 55.05 55.57%

3

— —
17.50 18.00
m/z 57.05 54.77%

3

— —
17.50 18.00
m/z 107.05 52.30%

o

. —
17.50 18.00
m/z 105.10 52.26%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 12 (-)-Isolongifolol, methyl e...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.768  4.07ng 152228 Perylene-diz 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 58

2 (1S,4R,55)-1-Methyl-4-(prop-1-en... 218 C15H220
3 Cyclohexane, 1,1,2-trimethyl-3,5... 206 C15H26
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24
5 (1aR,4aS,8aS)-4a,8,8-Trimethyl-1... 218 C15H220

Abundance Scan 2802 (18.768 min): BF127653.D\data.ms (-2793) (-]

352457-39-7 38
062337-97-7 30
003691-11-0 30
000470-41-7 25

m/z 95.00 100.00%

95.0
43.0 35.1
207.1
5000
175.1
e
266.9 18.40 18.60 18.80
0 m/z 81.00 87.76%
miz--> 50 100 150 200 250
Abundance #118842: (- -Isolonglfolol methyl ether
5000 \‘\\\\‘\\\\‘\\\\
48.0 189.0 18.40 18.60 18.80
m/z 69.00 80.83%
ol \Hw H\\ L ‘\‘ 2o
miz-> 50 100 150 200 250
Abundance #96827: (1S,4R,5S)-1-Methyl-4-(prop-1-en-2-yl)spiro[4.5]
79.0 133.0
T e
18.40 18.60 18.80
5000/ 410 m/z 108.95  72.55%
175.0 2180
oL ‘H‘ I i \h\“‘ MH H \\ \‘ \‘ e
miz-> 50 100 150 200 250
Abundance #82913: Cyclohexane, 1,1,2-trimethyl-3,5-bis(1-methyletr L AR
41.0 18.40 18.60 18.80
m/z 121.00 70.20%
107.0
5000
1910
\
L LT
ol—L — ‘W ‘
m/z--> 150 200 250 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127653.D

Acqg On : 06 Apr 2022 17:42
Operator : CG\JU

Sample : N2220-09

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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|
1,3-Benzenedica... 11.710 6.4 ng 297150 4 11.498 931623 20.0
n-Hexadecanoic ... 12.016 8.3 ng 387626 4 11.498 931623 20.0
Octadecanoic acid 12.804 2.7 ng 125590 4 11.498 931623 20.0
Cyclopentadecane 13.980 14.3 ng 695502 5 14.151 972705 20.0
Triphenylphosph... 14.245 10.2 ng 495114 5 14.151 972705 20.0
Pentadecafluoro... 14.621 3.7 ng 181904 5 14.151 972705 20.0
Hexacosane 15.304 4.3 ng 160566 6 15.674 748344 20.0
Tetracosane 16.186 3.1 ng 115851 6 15.674 748344 20.0
1-Hexacosene 16.233 5.3 ng 198059 6 15.674 748344 20.0
1-Docosene 17.468 2.7 ng 99762 6 15.674 748344 20.0
.beta.-Sitosterol 17.886 6.1 ng 229468 6 15.674 748344 20.0
(-)-Isolongifol... 18.768 4.1 ng 152228 6 15.674 748344 20.0
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