LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 469 473 480 rVB 133093 172952 3.18% 0.408%
2 5.457 533 539 542 rBV 4216534 4445453 81.74% 10.477%
3 6.463 704 710 713 rBV 3952326 4619794 84.94% 10.887%
4 6.575 726 729 733 rVB 99836 78320 1.44% 0.185%
5 6.840 770 774 777 rBV 1399972 1168554 21.49% 2.754%

6 7.398 864 869 872 rBV 2990690 3153579 57.98% 7.432%
7 8.116 987 991 995 rBV 1662971 1538882 28.29% 3.627%
8 9.198 1169 1175 1178 rBV 5427854 5438723 100.00% 12.817%
9 9.875 1284 1290 1294 rBV 2162679 1792364 32.96% 4.224%

10 10.663 1419 1424 1428 rBV 3431186 3597900 66.15% 8.479%
11 11.363 1539 1543 1546 rBV 2196267 1851307 34.04%  4.363%
12 11.763 1607 1611 1614 rVB 100754 89019 1.64% 0.210%
13 11.898 1626 1634 1656 rBV 1479500 1760373 32.37% 4.149%
14 12.169 1674 1680 1686 rVB3 51867 70319 1.29% ©.166%
15 12.598 1751 1753 1763 rVB3 40485 55872 1.03% 0.132%

16 12.686 1763 1768 1781 rBV 993235 1169165 21.50%
17 12.957 1809 1814 1817 rBV 5213083 5210383 95.80% 12.
18 13.133 1841 1844 1848 rVB 140142 119459  2.20%

OO ONN
N
00
N
R

19 13.321 1870 1876 1880 rBV 245315 253056  4.65% 596%
20 13.357 1880 1882 1888 rVV6 56525 86158 1.58% 203%
21 13.433 1891 1895 1960 rVB3 76937 90682 .67% 214%

1

22 13.539 1907 1913 1917 rVB3 151313 202011 3
23 13.645 1927 1931 1934 rVB 162185 144278 2.65%

24 13.827 1959 1962 1965 rBV 103687 93860 1

9

NOOO®
w
N
S
R

25 13.886 1965 1972 1986 rVV3 311448 1047566 19.26% 469%
26 14.004 1986 1992 1995 rVV 1542630 1514672 27.85% 3.570%
27 14.033 1995 1997 2001 rVV 222865 211383 3.89% 0.498%
28 14.098 2001 2008 2018 rVB 443002 497320 9.14% 1.172%
29 14.251 2031 2034 2038 rVB 107193 103922 1.91% 0.245%
30 14.545 2079 2084 2086 rBve 30818 57097 1.05% ©.135%
31 14.868 2135 2139 2142 rBV 109652 111914 2.06% ©.264%
32 15.133 2180 2184 2187 rVB 62964 68488 1.26% 0.161%
33 15.462 2235 2240 2246 rBV 905687 1135896 20.89% 2.677%
34 15.951 2319 2323 2328 rVB 62435 86193 1.58% ©.203%
Q.

35 16.098 2339 2348 2359 rBV7 60368 235537  4.33%
36 17.286 2545 2550 2560 rVB7 70681 159762  2.94% 0.377%

8270-BF052622.M Tue May 31 03:07:34 2022 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 42432213
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128542.D\data.ms

5000000

5.457
4000000 6.463

3000000 7.398

2000000
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Abundance TIC: BF128542.D\data.ms
9.198 12.957
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4000000
10.663

3000000
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2000000
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1000000 Jt T
32°
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Abundance TIC: BF128542.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.069 2.96 ng 172952  1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 473 (5.069 min): BF128542.D\data.ms (-469) (-) m/z 43.05 100.00%
3.0
59.0
5000
101'1 \\\‘\\\\‘\\\\‘\\\\’\\\\
83.0 4.80 5.00 5.20 5.40
OFrrrprrrrprrrr e e e e m/z 59.85 57.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A N
5000 UL L L I A B
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.05 17.36%
‘. \3\\]10 Ly | 83.0 | ‘ .
O \\\‘\\1\‘\\\\’\\\\‘\{\\[\\\f‘\\\\‘\\\\‘\‘\\\‘\\\\[\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R R R
4.80 5.00 5.20 5.40
5000 m/z 58.05 15.61%
101.0
41.0
olrr 220 20l l 20 830 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime A Ram
43.0 4.80 5.00 5.20 5.40
m/z 41.05 7.03%
5000
101.0
ol 120 310 | 89 700 860
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: 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 1

R.T. EstConc Area Relative to ISTD R.T.
11.898 19.02 ng 1760370  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1634 (11.898 min): BF128542.D\data.ms (-1626) (| m/z 43.85 100.00%
43.0
5000
129.1
3.1
213.2 [ N
‘ 171.2 ‘ 256.3 11.50 12.00
- il LT L 203298 s 73,00 96.61%
miz-> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 = A
129.0 11.50 12.00
33.0 213.0 m/z 60.00  95.37%
171.0 ‘
0’ HM\‘N \““‘\ \“ \‘\H“ \‘\“\ T “\ LI B
miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 83.63%
29. 171.0
‘ 214.0
ol ““ w‘“‘“ L ‘ S —
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid — =
73.0 11.50 12.00
m/z 55.10 79.66%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 11.50 12.00

8270-BF052622.M Tue May
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2
R.T. EstConc Area Relative to ISTD R.T.
12.686 15.44 ng 1169170  Chrysene-di12 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1768 (12.686 min): BF128542.D\data.ms (-1763) (- m/z 43.05 100.00%

43.0
5000 129.1
3.0
185.2 241.3

‘ ‘ 284.3 12.50 13.00
ol—ML ag bl bea o L88  73.60 c0.42%
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid ﬂ\x$
73.0
5000 129.0 12.‘50 13.‘00
m/z 57.10 84.47%

29. 185.0 541 284.0
0! H;‘u‘\w ‘\“‘ L4 - ‘L‘ . ““ —
mi/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0

=
12 50 13.00
5000 1290 m/Z 69 09 83.7600
1710 213.0 256.0
0! \#‘H\ u‘\ ul ‘ | ‘ | “‘ \‘ ““\‘ . “\‘ ——
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid —
73.0 12 50 13.00

m/z 55.10 76.48%

5000 129.0 J\Jt
29.
199.0 242.0
“ H\ H‘u \\hH\ \N‘\ ul ‘\ ‘ ‘ ‘\

m/z--> 50 100 150 200 250 300 12 50 13. 00

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

P025-SS001-2430-01

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52822\
BF128542.D
: 28 May 2022 12:02
: CG\JU
: N2934-06
: 5 Sample Multiplier: 1
hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry : 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 1,1'-Biphenyl, 2,3',4,4',5,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.322 3.34 ng 253056  Chrysene-di2 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,3',4,4',5,5'-he... 358 C12H4Cl6 052663-72-6 99
2 1,1'-Biphenyl, 2,3,3',4,4',5'-he... 358 C12H4Cl6 069782-90-7 99
3 2,3,3',4',5',6-Hexachloro-1,1"-b... 358 C12H4Cl6 ©74472-45-0 99
4 2,2',3,4,6,6'-Hexachloro-1,1"'-bi... 358 C12H4Cl6 ©74472-40-5 99
5 2,3',4,4',5',6-Hexachloro-1,1'-b... 358 C12H4Cl6 059291-65-5 99
Abundance Scan 1876 (13.321 min): BF128542.D\data.ms (-1870) (- m/z 359.90 100.00%
290.0 350.9
5000 218.0 ﬂ
LAY Wi
253.9 13.00 13.50
0’ pdb M m/z 290.00  87.22%
m/z--> 50 100 150 200 250 300 350
Abundance #267230: 1,1'-Biphenyl, 2,3',4,4',5,5'-hexachloro-
360.0
290.0
5000 ‘/\/\\ T A\ \A I T \/\ T
109.0145.0 13.00 13.50
m/z 361.90 80.22%
O,
miz--> 50 100 150 200 250 300 350
Abundance #267208: 1,1'-Biphenyl, 2,3,3',4,4',5'-hexachloro- f\
IN 1N B i
13.00 13.50
5000 m/z 287.90 67.26%
0,
m/z--> 50 100 150 200 250 300 350 N\ A
Abundance #267171: 2,3,3',4',5',6-Hexachloro-1,1'-biphenyl — ‘A‘ o .
360.0 13.00 13.50
m/z 357.90 55.53%
5000 290.0
0! e ‘N‘ ‘A“ﬂ‘ el
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2,2',3,4,4',6'-Hexachloro-1... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.539 2.67 ng 202011  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4,4",6'-Hexachloro-1,1"-b... 358 C12H4Cl6 059291-64-4 99
2 1,1'-Biphenyl, 2,2',3,4',5,5'-he... 358 C12H4Cl6 051908-16-8 99
32,3,4,4',5,6- Hexachloro 1 1'-bip... 358 C1l2H4Cle 041411-63-6 99
4 2,3,3',4',5',6-Hexachloro-1,1"-b... 358 C12H4Cl6 074472-45-0 99
52,2',3,5,6,6"'-Hexachloro-1,1"'-bi... 358 C12H4Cl6 068194-09-2 99

Abundance Scan 1913 (13.539 min): BF128542.D\data.ms (-1907) (- m/z 359.90 100.00%

289.9 359.9
5000 218.0 ]\
145.1
109.0 b A ‘f\‘ ‘ .
182.0 253.9 13.50
359 Ll o Lk ;
0B u\ M‘“‘ u\“\ L. H‘\H‘N s \‘u‘m‘\.“\\‘u W ‘\u‘ N — m/z 289.90 91.36%
m/z--> 50 100 150 200 250 300 350

Abundance #267174: 2,2',3,4,4',6'-Hexachloro-1,1'-biphenyl

1/\ i A A /

13.50
m/z 361.90  72.40%

5000

O,
miz--> 50 100 150 200 250 300 350
Abundance #267206: 1,1'-Biphenyl, 2,2',3,4‘,5,5'—hexach|oro—

0
hf\/\ L B
13.50
5000 290.0 m/z 288.00  69.21%
145.0
‘ wlomso
I L H uu\ \h \“u H‘

I 2530
T T ‘ 1T T “ T \‘

H n
m/z--> 50 100 150 200 250 300 350
Abundance #267150: 2,3,4,4',5,6-Hexachloro-1,1'-biphenyl

360.0 13.50
m/z 357.90  54.25%
5000
290.0
109.0145.0 218.0
73.0 . 7181.0 254.0 \A A ‘ﬂ )

OH‘HM“‘W“‘HM‘m\‘“‘u” -

o

m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.886 13.83 ng 1047576  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 91
Abundance Scan 1972 (13.886 min): BF128542.D\data.ms (-1965) (- m/z 55.05 100.00%
55.0
5000
e J\W\
5 —
| 1671 2232 2821 3506 4278 o0 14.00
of AR R L4 5O0T 223.2 2821 3596 4218y 7 s7.10  94.65%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
5000 = —
13.50 14.00
29 m/z 43.10 84.40%
Lo 2o
O\\‘\‘\"\\\\“\\“‘“\\\\‘T\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 0 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
— —
13.50 14.00
m/z 83.05 75.93%
5000 110 /
o bbb Ld Ly, 1980, 2905200
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene = —
55.0 13.50 14.00
m/z 97.05 72.00%
5000
11.0
o‘,’3°8°, = s
m/z--> 0 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.098 6.57 ng 497320  Chrysene-d12 14.004
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 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 9
Abundance Scan 2008 (14.098 min): BF128542.D\data.ms (-2001) (- m/z 277.05 100.00%
277.1
5000 J\
77.0 198.9 — —
i ‘ 1151152-1 ‘ H 14.00 14.50
O e i Wuw ﬂ‘y‘ i m/z 278.05 32.03%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 - :
14.00 14.50
77.0 199.0 m/z 77.05 22.76%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T T ““\ T \“\ U T T T T ‘ T ‘\ T ‘ T
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 198.95 20.41%
.0 183.0
ol 29 L 1200 L U\ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —pA —1
277.0 14.00 14.50
m/z 201.10  19.92%
5000
.0 183.0
131.0
PN WP TV N VS .
m/z--> 50 100 150 200 250 300 14.00 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

P025-SS001-2430-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 8 Heneicosyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.098 4.15 ng 235537  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81
3 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 81
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
5 Octacosanol 410 C28H580 000557-61-9 81

Abundance Scan 2348 (16.098 min): BF128542.D\data.ms (-2339) (- m/z 57.10 100.00%
57.1
5000
111.1
209 1 — —
H 281.1 3411 16.00 16.50
0Lty N‘MMMMMMNMM\‘HWNHH“‘HN“H“‘H“‘H m/z 43.05 89.39%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
5000 e :
111.0 16.00 16.50
m/z 55.05 77.72%
O J‘ \ \“l\“\l‘h\ \\\‘2\2\2\\0‘ T \2\9\‘4‘9\\\‘\\\\‘\\\\‘\4\9\0“
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275085: Octadecy! trifluoroacetate
57.0
P o
16.00 16.50
5000 111.0 ITI/Z 83.10 59.85%
‘H“‘ I e M G s S R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate P —
57.0 16.00 16.50
m/z 69.10 53.70%
oLk ‘ | i\‘h 11670 224.0 322.0 468.0
H“‘H“‘H“‘H‘“H“‘H“‘H“‘H“‘H“‘H“ P ;
m/z--> 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\BF052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,3a-Ethano-3aH-indene, 1,2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.286 2.81 ng 159762  Perylene-d12 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 70
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 64
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 000515-17-3 46
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 000489-29-2 38
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 38
Abundance Scan 2550 (17.286 min): BF128542.D\data.ms (-2545) (| m/z 189.20 100.00%
189.2
5000 95.1
41.0
425.4 17.00 17.50
281 0
0! ‘“ “ “‘w b0 L myz 177.15 81.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #80499: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr
189.0
5000 105.0 — A
41.0 17.00 17.50
m/z 204.15  73.85%
O\ ‘T\}I‘TW ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 100 150 200 250 300 350 400
Abundance #80366. 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
ATYA E—
17.00 17.50
5000 m/z 175.20 51.09%
81.
P9. ‘
0’ “1‘\“‘\‘\“\ R e o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #80431: Naphthalene, decahydro-4a-methyl-1-methylene
189.0 17.00 17.50
m/z 95.10 40.74%
133.0
5000
o}| —— ——
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128542.D

Acqg On : 28 May 2022 12:02

Operator : CG\JU

Sample : N2934-06 :
Misc : P025-SS001-2430-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
2-Pentanone, 4-... 5.069 3.0 ng 172952 1 6.840 1168550 20.0
n-Hexadecanoic ... 11.898 19.0 ng 1760370 4 11.363 1851310 20.0
Octadecanoic acid 12.686 15.4 ng 1169170 5 14.004 1514670 20.0
1,1'-Biphenyl, ... 13.322 3.3 ng 253056 5 14.004 1514670 20.0
2,2',3,4,4',6'-... 13.539 2.7 ng 202011 5 14.004 1514670 20.0
n-Nonadecanol-1 13.886 13.8 ng 1047570 5 14.004 1514670 20.0
Triphenylphosph... 14.098 6.6 ng 497320 5 14.004 1514670 20.0
Heneicosyl hept... 16.098 4.2 ng 235537 6 15.468 1135900 20.0
1,3a-Ethano-3aH... 17.286 2.8 ng 159762 6 15.468 1135900 20.0
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