LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc :

ALS Vvial : 10 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134400.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.116 3 5 12 rVvB 329559 350317 26.75% 3.156%
2 5.081 506 509 517 rBV 15349 20905 1.60% 0.188%
3 5.475 572 576 596 rBV 1036820 1034781 79.00% 9.323%
4 6.1106 681 684 688 rvB 18182 16304 1.24% 0.147%
5 6.475 742 746 753 rBV 1178127 1041308 79.50% 9.382%

6 6.534 753 756 763 rVB 32643 35327 2.70% ©

7 6.834 804 807 816 rBV 411846 357700 27.31% 3

8 7.398 899 903 906 rBV 819636 667717 50.98% 6.016%

9 8.116 1021 1025 1028 rBV 546611 457722 34.95% 4
9.192 1204 1208 1211 rBV 1648347 1309801 100.00% 11.

11 9.875 1320 1324 1327 rBV 589838 529755 40.45%
12 10.669 1455 1459 1469 rBV 976580 876716 66.94%
13 11.369 1574 1578 1580 rBV 629791 535274 40.87%
14 11.392 1580 1582 1587 rVB 94208 76579 5.85%

PO AN
00
N
w
B

15 11.898 1665 1668 1672 rBvV2 197542 191466 14.62% 725%
16 11.980 1679 1682 1685 rBV 21482 22959 1.75% 0.207%
17 12.463 1760 1764 1770 rBV3 22889 32176 2.46%  ©.290%
18 12.516 1770 1773 1779 rVB4 13872 17253 1.32% ©.155%
19 12.586 1782 1785 1789 rBV 182334 171992 13.13% 1.550%
20 12.686 1799 1802 1806 rBV2 54751 56869 4.34% 0.512%
21 12.822 1819 1825 1829 rVB 145405 159420 12.17% 1.436%
22 12.963 1845 1849 1852 rBV 1523319 1263371 96.46% 11.382%
23 13.045 1858 1863 1867 rVB5 14866 23989 1.83% 0.216%
24 13.127 1874 1877 1879 rBv4 14047 17230 1.32% ©.155%
25 13.151 1879 1881 1885 rVB2 22315 26473 2.02% ©0.239%
26 13.257 1895 1899 1906 rVB2 26322 37432 2.86% ©.337%
27 13.533 1942 1946 1949 rBV2 20052 29946 2.29% ©.270%
28 13.669 1965 1969 1972 rVB 21586 22697 1.73% ©.204%
29 13.868 2000 2003 2008 rVB3 27309 35228 2.69% 0.317%
30 13.927 2008 2013 2024 rBv4 40091 120225 9.18% 1.083%
31 14.027 2024 2030 2033 rVV2 457655 505432 38.59% 4.554%
32 14.057 2033 2035 2041 rVB 76642 70037 5.35% 0.631%
33 14.186 2054 2057 2062 rBV2 33226 36998 2.82% ©.333%
34 14.421 2093 2097 2099 rVB 18936 16090 1.23% 0.145%
35 14.492 2106 2109 2112 rVB3 23968 20917 1.60% ©.188%
36 14.810 2160 2163 2167 rVB 14554 16283 1.24% 0.147%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.957 2185 2188 2195 rVvB4 35861 39595 3.02% ©.357%
38 15.092 2207 2211 2214 rBV 52527 80005 6.11% ©.721%
39 15.157 2219 2222 2226 rVB3 21085 24608 1.88% 0.222%
40 15.310 2242 2248 2252 rBV8 13459 28472 2.17% 0.257%
41 15.404 2261 2264 2270 rVB 29821 40881 3.12% ©0.368%
42 15.468 2271 2275 2281 rVB 39644 54757 4.18% 0.493%
43 15.533 2281 2286 2295 rBV 253614 363871 27.78% 3.278%
44 15.762 2322 2325 2332 rVB8 12376 20854 1.59% 0.188%
45 16.010 2363 2367 2371 rVB5 16989 23616 1.80% ©.213%
46 16.851 2506 2510 2514 rBV7 9293 18046 1.38% ©0.163%
47 17.086 2541 2550 2558 rVB3 20873 52703 4.02% ©.475%
48 17.174 2558 2565 2572 rBV9 16708 46659 3.56% 0.420%
49 17.268 2575 2581 2589 rVBS8 26431 59442 4.54% 0.536%
50 17.556 2624 2630 2640 rVB3 16466 41235 3.15% ©0.372%
Sum of corrected areas: 11099433
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 21 Jul 2023 14:31
¢ CG\JU
. 03638-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
BF134400.D

: 10 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

Time-->

0,

TIC: BF134400.D\data.ms

6.475
5.475

7.398

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF134400.D\data.ms
9.192 12.963

10.669

11.369
8.116 9.875

0
Time-->

11.898 12.58
11392 2582 )
980 122638 5’
T2

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF134400.D\data.ms

14.027

Time-->

A AUAN
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 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31

Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.116 19.59 ng 350317 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (2.116 min): BF134400.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 431
55.0 87.1
R RRAREREsRERs s
‘ ‘ 2.202.302.40 2.50
oH_H‘_m_MMH_mwHi‘m‘m_m,w_ m/z 43.10  41.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T T[T T[T TrTT]
43.0 2.202.302.40 2.50
~ 550 87.0 m/z 55.00  29.36%
mo
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\\“\\\\“\}\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
AR A RRRRREEES
410 5 87.0 2.202.302.40 2.50
5000 ' m/z 87.10 27.82%
29.0
15.0
N L b
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl- R R RARREasEI
73.0 2.202.302.402.50
m/z 41.05 13.32%
5000 59.0
87.0
43.0
0 299 \M Ll ‘\ , 10?0
T e e e e RN RRRER s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.898 7.15 ng 191466  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1668 (11.898 min): BF134400.D\data.ms (-1665) (- m/z 73.00 100.00%
43.0 73.0
5000
— pey
‘ 11.50 12.00
— m/z 43.05 95.66%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 = e
129.0 11.50 12.00
213.0 m/z 60.00 90.18%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0 T T
11.50 12.00
5000 129.0 m/z 41.05 84.93%
185.0
228.0
101.0
0 15.0 157.0
AN RRERS Lo o e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid o —
43.0 73.0 11.50 12.00
m/z 55.10 83.98%
5000 129.0
199.0
s e
0%§Rk“JWNWwNmAWWMMMWHJMJHJHWH‘WHHMH‘_ = ~
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\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 10
R.T. EstConc Area Relative to ISTD R.T.
12.686 2.12 ng 56869  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 1802 (12.686 min): BF134400.D\data.ms (-1799) (- m/z 43.05 100.00%
43.0
202.1
5000
3.0 129.1
241.3 Lkl e
‘ H ‘ 284.1 12.50 13.00
ol ”“\”“““ “H ‘\‘h“m‘m‘u_”wm m/z 73.0 97.74%
m/z--> 50 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000
1290 284.0 12.50 13.00
m/z 55.05 80.29%
‘ H 1850 241.0
oL ‘h‘ H‘d‘u‘ ‘H“uh\‘\ M‘m - | “‘ bt “ “‘ ok [
miz--> 100 150 200 250 300 350
Abundance
43.0
—— —
12.50 13.00
m/z 60.00 79.24%
5000 284.0 /
83.0 129.0
185.0 2410
ol b by L) 3724
m/z--> 50 100 150 200 250 300 350
Abundance #75717: Dodecanoic acid A Coyp e T
73.0 12.50 13.00
m/z 202.05 77.91%
5000
129.0 200.0
0 I
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
BF134400.D

: 21 Jul 2023 14:31
¢ CG\JU
. 03638-01

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters:

LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.927 4.76 ng 120225  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 90
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 2013 (13.927 min): BF134400.D\data.ms (-2008) (- 55.10 100.00%
5!:
97.1
5000
234.0
H ‘ 176.0 302.1 14, 00
ob— Al H‘Mm‘mm”wm” 86.76%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000
14 00
m/z 83.10 81.37%
oisa 111 1399 1690 2240 2660
\\\\’\\\\\\\\\\\\\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance
83.0 MW%MM
43.0 T T
14.00
5000 m/z 43.05 77 .23%
125.0
196.0
oL AL b Ll i e
m/iz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate T
57.0 14.00
97.0 m/z 97.10 71.09%
) W\/\/W/\N\
294.0
ol LA L LS Q120220 280 gio |
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.957 2.18 ng 39595  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal 240 C16H320 000629-80-1 81
2 13-Octadecenal 266 C18H340 056554-90-6 80
3 Heptadecanal 254 C17H340 1000376-70-0 76
4 Octadecanal 268 C18H360 000638-66-4 76
5 17-Octadecenal 266 C18H340 056554-86-0 74
Abundance Scan 2188 (14.957 min): BF134400.D\data.ms (-2185) (- m/z 43.05 100.00%
43.0
82.0
5000
——
15.00
Y — m/z 57.05 94.24%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123917: Hexadecanal
43.0, 82.0
5000 T
15.00
0 m/z 82.05 76.70%
OHWHH\‘HH“\_ 138.0166.0196.0 549
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
82.0
43.0
15.00
5000 m/z 54.95 68.23%
110.0
15.0 147.0 1go 221.02520
O ol Ml i e M by
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #141014: Heptadecanal —
43.0 15.00
82.0 m/z 96.00  55.40%
5000
.0
AR Y My
H\‘Huiu‘\ L
m/z--> 20 40 60 80 100120140160180200220240260 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.404 2.25 ng 40881  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89
2 Perylene 252 C20H12 000198-55-0 89
3 Benzo[e]pyrene 252 C20H12 000192-97-2 76
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 76
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 70

Abundance Scan 2264 (15.404 min): BF134400.D\data.ms (-2261) (-] ' m/z 252.05 100.00%
252.1

5000
125.0 LN
15.50
389 87.0 165.0 . .
- 2134“2911355' m/z 250.10  34.12%
m/z--> 50 100 150 200 250 300 350
Abundance #138567: Benzo[Kk]fluoranthene
252.0
Wl

5000
15.50

126.0 m/z 253.10  26.51%
Il

039.0 840‘\\ﬂ 163.0200.0
T T ‘ T T T T ‘ T T T T ‘ T T 7 T ‘ T T T T T T T T ‘ T T 7T T ‘ T
miz-> 50 100 150 200 250 300 350
Abundance

252.0

15.50
5000 m/z 125.00 15.55%
126.0
0 39.0 84.0 161.0 200.0
T T B e e e e e e B B A
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene

252.0 15.50

m/z 251.10  11.81%

m/z--> 50 100 150 200 250 300 350 15.5

5000
125.0 A m
0390 80 , | 2000 o Ly L
0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1Indeno[1,2,3-cd]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.086 2.90 ng 52703  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 81
2 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 76
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 76
4 Benzo[ghi]perylene 276 C22H12 000191-24-2 76
5 Naphthalen-1-yl-(3-nitro-benzyli... 276 C17H12N202 200421-53-0 47
Abundance Scan 2550 (17.086 min): BF134400.D\data.ms (-2541) (- m/z 276.10 100.00%
276.1
5000
138.1 ‘ /‘1\;\‘«00‘ |
207.1 .
55.0 246.0
o,,177ommﬁ m/z 277.00  24.19%
m/z--> 40 60 80 100120140 160 180200 220 240 260 280
Abundance #168938: Indeno[1,2,3-cd]pyrene
276.0
138.0
5000 h f‘\/m/\h//\‘ ATl N‘MA‘ k
17.00
m/z 274.10 21.34%
55.0
o 92.0 248.0
m/z--> 40 60 80 100120140160 180 200220 240 260 280
Abundance
276.0
L wn,
17.00
5000 138.0 m/z 278.10 21.17%
ol 630 910 17001980  248.0
T T T T T e
m/z--> 40 60 80 100120140 160 180200 220 240 260 280 m
Abundance #168943: Dibenzo[def, mno]chrysene {h“‘ (B ‘MN
276.0 17.00
m/z 138.05 17.44%
5000
138.0
ol ,.830 1050, \H 170.0 201.0  248.0 M L mf“\ L
e e e e e —L 0 B
m/z--> 40 60 80 100120140160 180 200220 240 260 280 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 8 unknownl7.174 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.174 2.56 ng 46659  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7-Nonanedione, 5-(2-furanyl)-2... 278 C17H2603 1010319-41-4 27
2 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 14
3 4-Methylpentyl 3-hydroxy-2-methy... 200 C11H2003 1000413-53-1 10
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 10
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 10
Abundance Scan 2565 (17.174 min): BF134400.D\data.ms (-2558) (- m/z 56.95 100.00%
57.0
5000 2070 2781 MMNJ\WMW
90 1469 355.1 o L
‘ ‘ ‘ ‘ ‘ 17.00 17.50
ol ALl iyl 1. L “‘ b msz 43.00  69.91%
miz--> 50 100 150 200 250 300 350
Abundance #171085: 3,7-Nonanedione, 5-(2-furanyl)-2,2,8,8-tetrame
57.0
5000 278.0 T T T T
179.0 17.00 17.50
121.0 ‘ 221.0 m/z 70.95 57.03%
O\\‘\‘i“‘\“\\‘\““h\\“\‘\‘”\“\}\“‘\\L\\‘\\‘\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
17.00 17.50
5000 m/z 55.00 51.93%
99.0 281.0
141.0 183.0 225.0
(LR B0 I A M B e R 8 K EEE
m/z--> 50 100 150 200 250 300 350
Abundance #75543: 4-Methylpentyl 3-hydroxy-2-methylenebutanoate —— ——
43.0 85.0 17.00 17.50
m/z 278.10 46.76%
5000 M\
185.0
ST O P e O 1 L LT
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Pyrrolidine, 1-(1-cyclohexe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.268 3.27 ng 59442  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrrolidine, 1-(1-cyclohexen-1-yl)- 151 C1@H17N 001125-99-1 50
2 5-Ethoxycarbonylpyridine-2-carbo... 195 C9H9NO4 017880-34-1 38
3 2-Amino-3H,5H,6H,7H-cyclopenta[d... 151 C7H9N30 033081-06-0 38
4 2-(2-Acetoxyethyl)-3,4-dihydro-6... 278 C16H2204 1010432-27-8 38
5 Phenoxyacetamide 151 C8H9NO2 000621-88-5 27

Abundance Scan 2581 (17.268 min): BF134400.D\data.ms (-2575) (- m/z 151.05 100.00%

151.1
5000 278.1
225.0 375..

‘ H‘ h 17.00 17.50

\H‘ “‘\“H‘\‘ ‘\‘\“\‘ ‘ ‘H“ - il m/z 150.05 72.28%

0~
miz--> 100 150 200 250 300 350
Abundance #28545: Pyrrolidine, 1-(1-cyclohexen-1-yl)-
151.0
410 950
5000 ]

17.00 17.50
m/z 81.05 60.76%

. ” H‘h H“h H‘ u‘ \ T
m/z--> 50 100 150 200 250 300 350
Abundance
151.0

o

17 00 17 50
5000 m/z 123.10 57.36%
51.0
106.0
195.0
obbilfcd el b 4

miz--> 50 100 150 200 250 300 350 JM\/MM M m WVW
Abundance #28684: 2-Amino-3H,5H,6H,7H-cyclopenta[d]pyrimidin-4- B L

1501.0 17.00 17.50
m/z 278.10 51.21%

50001 430 1080 IU\\
M \\H\ | ‘ l —r : ‘ﬁ/\)\(\m .

m/z--> 50 100 150 200 250 300 350 17.00 17.50

—_

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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@ 1Indeno[1,2,3-cd]fluoranthene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.557 2.27 ng 41235  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 81
2 Benzo[ghi]perylene 276 C22H12 000191-24-2 64
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 59
4 Indeno[1,2,3-cd]fluoranthene 276 C22H12 000193-43-1 53
5 1H-Cyclopenta[4,5]pyrido[1,2-a]lb... 276 C17H16N4 329707-31-5 50
Abundance Scan 2630 (17.556 min): BF134400.D\data.ms (-2624) (- m/z 276.10 100.00%
276.1
5000 /\
137.0 e ““/\“
38.9 77.0 | 191.1 | 327. 17.50
ottty el m/z 277.10  23.23%
miz--> 50 100 150 200 250 300
Abundance #168939: Indeno[1,2,3-cd]pyrene
276.0
5000 1, N‘Mn‘ L)y A ‘
17.50
138.0 m/z 137.00  22.50%
28.0 ‘
00— \‘\‘\ T \\9]\“?\“ \‘“\“‘\ T T ‘\22\4\0\ “ — T
miz--> 50 100 150 200 250 300
Abundance
276.0
17.50
5000 m/z 274.00 21.52%
138.0
0 57.0 91.0 222.0
e
m/iz--> 50 100 150 200 250 300 N
Abundance #168942: Dibenzo[def,mno]chrysene L W‘M‘ — =
276.0 17.50
m/z 275.10 16.43%
5000
138.0
27.0 ‘ [\ﬂ
0l 3,0 m“\ SR - S A
m/z--> 50 100 150 200 250 300 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072123\
Data File : BF134400.D

Acqg On : 21 Jul 2023 14:31
Operator : CG\JU

Sample : 03638-01

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.116 19.6 ng 350317 1 6.834 357700 20.0
n-Hexadecanoic ... 11.898 7.2 ng 191466 4 11.369 535274 20.0
Octadecanoic acid 12.686 2.1 ng 56869 4 11.369 535274 20.0
1-Heneicosanol 13.927 4.8 ng 120225 5 14.027 505432 20.0
Hexadecanal 14.957 2.2 ng 39595 6 15.533 363871 20.0
Benzo[e]pyrene 15.404 2.3 ng 40881 6 15.533 363871 20.0
Indeno[1,2,3-cd... 17.086 2.9 ng 52703 6 15.533 363871 20.0
unknownl7.174 17.174 2.6 ng 46659 6 15.533 363871 20.0
Pyrrolidine, 1-... 17.268 3.3 ng 59442 6 15.533 363871 20.0
Indeno[1,2,3-cd... 17.557 2.3 ng 41235 6 15.533 363871 20.0

8270-BF062623.M Sun Jul 23 09:14:37 2023 Pag 14



