LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acqg On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc :

ALS vial : 6 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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131878.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.034 495 501 513 rVB 693044 1013345 33.96% 5.035%
2 5.440 565 570 573 rBV 2474817 2374469 79.57% 11.798%
3 6.457 737 743 746 rBV 2096227 2486975 83.34% 12.357%
4 6.816 800 804 807 rBV 602900 494355 16.57%  2.456%
5 7.387 895 901 904 rBV 1534934 1623410 54.40% 8.066%

8.104 1018 1023 1027 rBV 726896 646324 21.66% 3.211%
9.186 1201 1207 1210 rBV 3141733 2984227 100.00% 14.828%
9.869 1313 1323 1326 rBV 892231 787641 26.39% 3.914%
10.586 1440 1445 1449 rBV 169763 136399 4.57%
10 10.663 1452 1458 1461 rBV 2356597 2086917 69.93% 10.369%

(]
(o))
~
(o]
R

11 11.357 1572 1576 1579 rBV ~ 878495 805392 26.99% 4.002%
12 11.380 1579 1580 1584 rVB 58957 38441 1.29% 0.191%
13 11.892 1663 1667 1671 rBV 187812 160627 5.38% ©.798%
14 12.574 1776 1783 1787 rBV 76503 70929 2.38% ©.352%
15 12.804 1818 1822 1827 rVB 66716 79025 2.65% ©.393%

16 12.957 1843 1848 1851 rBV 3008642 2601859 87.19% 12.
17 13.521 1939 1944 1947 rBV2 36532 36630  1.23%
18 13.845 1996 1999 2011 rBV 246284 320826 10.75%

P NRPON
Ul
(o)
»
3R

19 14.010 2022 2027 2030 rBV 589877 530944 17.79% 638%
20 14.110 2037 2044 2048 rBV 200278 234368 7.85% 165%
21 14.480 2103 2107 2113 rBvV4 26155 49144 1.65% 0.244%
22 15.057 2202 2205 2212 rVB 27727 45328 1.52% 0.225%
23 15.421 2264 2267 2272 rVB 26886 34161 1.14% 0.170%
24 15.486 2274 2278 2287 rVB 326393 431855 14.47% 2.146%
25 16.009 2362 2367 2376 rBV9 23076 52200 1.75% 0.259%
Sum of corrected areas: 20125791
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131878.D\data.ms
3000000

2500000 5.440

6.457
2000000

7.387
1500000

1000000
5.034

6.816
500000

O\\‘\\\\‘\\FI’F‘\TT[\W‘\F‘FT‘FI"_Y\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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 TIC: BF131878.D\data.ms
3000000 9.186 12.957

2500000 10.663
2000000
1500000

1000000 9.869 11.357
8.104

500000

11.892
L i I
0 RS | V!

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131878.D\data.ms
3000000

2500000
2000000
1500000

1000000

14.010

500000
13.84514.110 15.486

0 13.52 /\_A 14.480 15.057 15.421 16.009
T ‘ T T T

T ‘ T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.034 41.00 ng 1013350 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 501 (5.034 min): BF131878.D\data.ms (-495) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S  —
| ‘ 83.0 4.80 5.00 5.20 5.40 )
ot m/z 59.00 63.38%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L LA BN B L
59.0 4.80 5.00 5.20 5.40
m/z 101.00  23.43%
15.0 101.0
‘ wl ol | 83.0 ! ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
A RAREEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.28%
101.0
15.0
obdo sl 800820 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  amm
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.83%
5000 41.0
0 \H\‘ \‘M 12‘6'0 142.0 N
e  EAEEEsRREE S
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40

8270-BF122422.M Fri Dec 30 10:44:50 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.586 3.46 ng 136399  Acenaphthene-di0 9.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 5-0xo-5-phenylpentanenitrile 173 C11H11NO 1000486-83-7 53
3 1,2,4-Triazine-3,5(2H,4H)-dione, ... 249 C1@H7N303S 024168-34-1 53
4 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 53
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 53
Abundance Scan 1445 (10.586 min): BF131878.D\data.ms (-1440) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
RN T
152.0 10.50
Ol e e e m/z 77.00 77.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 - :
10.50
51.0 m/z 182.00 52.78%
152.0
O\H\‘\\\\’\\‘H‘H\H“‘\\H‘\\H‘\\\\‘\\1”\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48332: 5-Oxo0-5-phenylpentanenitrile
105.0
77.0 U 1
10.50
m/z 51.00  28.59%
5000 51.0
o8Ol YL ase O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #133876: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-benzoylthio- v A, ‘
77.0 105.0 10.50
m/z 181.10 9.20%
5000 510
0 L 1440 17802070 2dsc [
e e e e e e e —+Hh :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 3.99 ng 160627  Phenanthrene-di0 11.363
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 1667 (11.892 min): BF131878.D\data.ms (-1663) (- m/z 73.00 100.00%
73.0
43.1
5000
129.1 213.1
— s
H “ 157.1185.1 ‘ 256.1  11.50 12.00
0 ku‘;‘mw““ Ll ‘u‘M“_mwm“‘ “H‘“u‘!u\”www‘_ m/z 60.00 78.61%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 — i
129.0 11.50 12.00
213.0 m/z 43.10 74.43%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M}‘\‘H\L \‘\““\\H‘”h “\H\‘\i‘HH‘H‘H‘\‘\\w“\\\\‘\‘\\\‘\\\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
=25 —
11.50 12.00
5000 m/z 41.00 68.49%
129.0
H ‘ 171.0 214.0
0“WmuﬂMNMMWﬂw‘ﬂhHu‘mwhwm‘wwﬂuw‘uh‘uw‘uw‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = —
43.0 73.0 11.50 12.00
m/z 55.05 68.03%
5000 129.0
199.0
s e T
ool Wl WAL A gl [0 1L, | e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.804 2.98 ng 79025  Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fluoranthene 202 C16H1e 000206-44-0 95
2 Pyrene 202 CleH1ie 000129-00-0 93
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 72
4 4-Bromobenzoic acid, undecyl ester 354 C18H27Br02 1000282-84-5 12
5 Benzaldehyde, 2,6-difuloro-3,4-d... 202 C9H8F203 152434-99-6 9
Abundance Scan 1822 (12.804 min): BF131878.D\data.ms (-1818) (- m/z 202.00 100.00%
202.0
5000
| A
12.50 13.00
75.0 150.0 173.9 ‘ ‘
omw“‘3‘8,‘9”‘_Hwu:H‘}““1‘2‘3‘9‘_Mw_w‘w m/z 200.00  24.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78090: Fluoranthene
202.0
5000 et A‘ :
12.50 13.00
101.0 m/z 203.00 19.63%
0L..27.0 500 750, \\ 126.0 150.0 174.0
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78087: Pyrene
202.0
12.50 13.00
5000 m/z 201.00 17.55%
101.0
ol 270 500 740 \‘ 1230 15001740
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- e
202.0 12.50 13.00
m/z 100.90 10.08%
5000
0 27.0 51.0 750\10%0126015001760 M I} AMAA(\ )
A e R R e |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.845 12.09 ng 320826  Chrysene-di12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 (C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan1999(13845nﬂm BF131878.D\data.ms (-1996) (- m/z 57.05 100.00%
b1.
97.1
5000
= =
11391 19292340 2 1950 14.09
b L LT 29292340 2800 0 wmyz 43.05  98.23%
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 = F
13.50 14.00
m/z 55.05 96.72%
0 \‘\ \‘\ | ‘ \H\ % \‘\ m \\8‘1 0222 0264.0 308.0
\\\\’ \\’\\ \\\\\\\\\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
= B
13.50 14.00
5000 m/z 83.05 94.59%
0 I ‘\ i \H\ *\ \‘\ d\ :!781 0222 0264.0306.0 378.(
““,““ e e
m/z--> 50 100 150 200 250 300 350
Abundance #275003: Dichloroacetic acid, heptadecyl ester = e
57.0 13.50 14.00
97.0 m/z 69.10 84.79%
) %L
o m\ L1 11%901800 2380 o950 (LS
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

Quant Title

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

sk oK ok K ok K ok 3 oK oK oK oK K ok K ok K ok 3 oK ok oK ok K ok 3K ok K ok 3 oK K oK ok K ok K ok K ok ok K oK K oK ok Kk K K

Peak Number 6 Triphenylphosphine oxide

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

5k ok ok oK ok K ok K ok K oK ok K

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
‘14110 8.83ng 234368 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 ClaHisop 000791-28-6 95

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo

1000483-83-4 52
015990-54-2 50
1000387-59-3 32
036682-12-9 25

Abundance Scan 2044 (14.110 min): BF131878.D\data.ms (-2037) (- m/z 277.05 100.00%
277.1
5000
77.0
152.0 1400 1450
115.0 ‘ ‘
o329 ‘ JHSO b bl 40 L /7 27810 31.54%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000
1400 1450
77.0 199.0 m/z 77.00  23.23%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T T ‘H\ T \ T H T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
1400 1450
5000 ITI/Z 199.00 21.40%
77.0 183.0
oo Lm0l | e |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 1400 1450
m/z 201.00 21.22%
5000
77.0 183.0
me
ob b b U L
m/z--> 50 100 150 200 250 300 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acq On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzo[j]fluoranthene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.057 2.10 ng 45328  Perylene-d12 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 93
2 Benzo[j]fluoranthene 252 C20H12 000205-82-3 81
3 Perylene 252 C20H12 000198-55-0 81
4 Benzo[e]pyrene 252 C20H12 000192-97-2 81
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 74
Abundance Scan 2205 (15.057 min): BF131878.D\data.ms (-2202) (- m/z 252.05 100.00%
252.1
5000 A
ey 4
126.0 15.00
57.0 165.1 201.9 :
, 92, 341 w/z 250.05 28.18%
m/z--> 50 100 150 200 250 300
Abundance #138560: Benzo[a]pyrene
252.0
5000 — ‘A/\‘A ALY ‘/\N
15.00
126.0 m/z 253.00 21.54%
410 830 | H 2000 |
O “”\ ‘\”‘\“”‘\‘V f \“\‘\ ‘i L Pl T T
miz--> 50 100 150 200 250 300
Abundance #138569: Benzo[j]fluoranthene
252.0 A M
it Pl
15.00
5000 ITI/Z 126.00 12.23%
126.0
o mo o |
miz--> 50 100 150 200 250 300 ﬂ n
Abundance #138553: Perylene A ‘ L ‘A‘ i ﬂ
252.0 15.00
m/z 254.00 10.89%
5000
126.0
0200 730 | 160.0 2000 | Mﬂ I
e e e ‘ e b
m/z--> 50 100 150 200 250 300 15.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
BF131878.D

: 29 Dec 2022 15:15

: CG\JU

: N6231-01

: 6 Sample Multiplier: 1

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Behenic alcohol Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
16.009 2.42 ng 52200 Perylene-di2 15.486
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 83
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 83
3 1-Hexacosanol 382 C26H540 000506-52-5 68
4 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 64
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 62

Abundance Scan 2367 (16.009 min): BF131878.D\data.ms (-2362) (- m/z 57.00 100.00%
57.0
5000 W
——
1489 2149 2649 16.00
Y w“‘m“““w Wy 3549 4305 76.14%
miz--> 50 150 200 250 300 350
Abundance #232315: Behenic alcoho
43.0
5000 83.0 — :
16.00
m/z 83.00 71.81%
o \w | ‘“‘ H‘ m i, ‘1‘680219‘0‘2‘59‘0‘ i
miz--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecy! ester
43.0
R \
3.0 16.00
5000 m/z 97.05 70.38%
11230
250.0
oL “\““ ‘\ “ H H\‘h‘ H‘H \\\‘18‘ ‘O‘ ST }\‘ . ‘2‘97“0‘ R
m/z--> 50 00 150 200 250 300 350
Abundance #289621: 1-Hexacosanol T
97.0
57.0 16.00
m/z 69.00 69.58%
5000
*390
ol ‘\ L1 1er02220 2600 5080 304 -
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122922\
Data File : BF131878.D

Acqg On : 29 Dec 2022 15:15
Operator : CG\JU

Sample : N6231-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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-... 5.034 41.0 ng 1013350 1 6.816 494355 20.0
Benzophenone 10.586 3.5 ng 136399 3 9.869 787641 20.0
n-Hexadecanoic ... 11.892 4.0 ng 160627 4 11.363 805392 20.0
Benzene, 1,1'-(... 12.804 3.0 ng 79025 5 14.010 530944 20.0
n-Tetracosanol-1 13.845 12.1 ng 320826 5 14.010 530944 20.0
Triphenylphosph... 14.110 8.8 ng 234368 5 14.010 530944 20.0
Benzo[j]fluoran... 15.057 2.1 ng 45328 6 15.486 431855 20.0
Behenic alcohol 16.009 2.4 ng 52200 6 15.486 431855 20.0
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