LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acqg On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc :

ALS vial : 7 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130877.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.258 23 29 37 rVB 930632 1257652 61.42% 7.655%
2 5.169 519 524 533 rVB 312500 359019 17.53% 2.185%
3 5.557 585 590 593 rBV 1861854 1679610 82.02% 10.223%
4 6.557 755 760 763 rBV 1828917 1830990 89.42% 11.145%
5 6.940 821 825 828 rBV 663419 514281 25.11% 3.130%
6 7.504 911 921 924 rBV 1149639 1175944 57.43% 7.158%
7 8.140 1024 1029 1039 rBvV2 28820 68587 3.35% 0.417%
8 8.228 1039 1044 1047 rBV 712887 657290 32.10% 4.001%
9 9.304 1221 1227 1230 rBV 2433712 2047739 100.00% 12.464%
10 9.986 1338 1343 1346 rBV 907570 744004 36.33% 4.528%
11 10.192 1371 1378 1381 rVB3 13869 23493 1.15% 0.143%
12 10.533 1431 1436 1440 rBV 24432 23981 1.17% 0.146%
13 10.775 1473 1477 1481 rBV 1247366 1098172 53.63% 6.684%
14 11.480 1593 1597 1599 rBV 924714 736307 35.96%  4.482%
15 11.504 1599 1601 1604 rVV 128724 99362 4.85% 0.605%
16 11.551 1604 1609 1612 rVB2 50924 64123 3.13% 0.390%
17 11.992 1678 1684 1690 rBV3 67351 111198 5.43% 0.677%
18 12.098 1698 1702 1704 rBV 31346 35196 1.72% 0.214%
19 12.698 1800 1804 1809 rVB 183748 165902 8.10% 1.010%
20 12.927 1837 1843 1846 rBV 173536 178260 8.71% 1.085%
21 13.069 1863 1867 1870 rVB 1839798 1511955 73.84% 9.203%
22 13.357 1912 1916 1919 rBv2 19527 24970 1.22% 0.152%
23 13.545 1944 1948 1953 rVB3 28512 35617 1.74% 0.217%
24 13.639 1959 1964 1966 rBV2 20103 25500 1.25% ©.155%
25 13.739 1972 1981 1982 rBV7 30412 73436  3.59% 0.447%
26 13.969 2015 2020 2027 rBV5 49268 106201 5.19% 0.646%
27 14.127 2041 2047 2050 rBV 528282 527110 25.74% 3.208%
28 14.151 2050 2051 2056 rVB 64787 52946  2.59% 0.322%
29 14.221 2058 2063 2068 rBV 132533 137362 6.71% 0.836%
30 14.592 2115 2126 2133 rBV 79408 250685 12.24% 1.526%
31 14.898 2174 2178 2192 rBV2 95507 165227 8.07% 1.006%
32 14.992 2192 2194 2199 rVB 37737 39228 1.92% 0.239%
33 15.192 2225 2228 2232 rBV2 46550 67529 3.30% 0.411%
34 15.510 2279 2282 2288 rBV 28301 37428 1.83% 0.228%
35 15.574 2290 2293 2300 rVB 42787 55226 2.70% 0.336%
36 15.645 2300 2305 2309 rBv2 322376 447992 21.88% 2.727%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acqg On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS vial : 7 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 16429522
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF130877.D\data.ms
2000000 5557 6.557
1500000
7.504
10000001 2.258
6.940
500000
5.169
0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BF130877.D\data.ms
9.304
2000000 13.069
1500000
10.775
1000000 9.986 11.480
8.228
500000
12.6982.927
115
o 21 10152 10533 || B vigsses | ||
T~ — — A e :
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: BF130877.D\data.ms
2000000
1500000
1000000
14.127
500000
O T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T T T T T T T 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\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.258 48.91 ng 1257650  1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
Abundance  Scan 29 (2.258 min): BF130877.D\data.ms (-23) (-) m/z 73.05 100.00%

73.0
5000 43.1

R R e B
220 2.40 260

979 13101519 2069 11 4310  47.69%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 P
220 240 2.0
43.0

‘ m/z 55.10  31.22%
o

|
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

220 240 2.60

o

o

5000 41.0 m/z 87.10 26.38%
0 H 97.0  120.0
““‘,,
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307:13—Dmxmane,24nemyh e
73.0 220 240 260

m/z 41.05 15.81%

5000 43.0 Jk
N ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 2.40 260

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.169 13.96 ng 359019 1,4-Dichlorobenzene-d4 6.940

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
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 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 524 (5.169 min): BF130877.D\data.ms (-519) (-) m/z 43.00 100.00%

3.0
5000
101.1 T
‘ ‘ 4.80 5.00 5.20 5.40

obrrprl®®0 2070 /7 59.10  58.09%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L L L L LN BN L I
4.80 5.00 5.20 5.40
m/z 101.10  19.14%
101.0
O \\\‘\w‘\\“hi\\‘}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
T
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.59%
31.0
‘ 87.0
] b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e A RARSSREE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.37%
5000
0 37\ \‘H ‘ 12\60 /\'»ﬁ
e R e S RARNERRE L
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\

Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
8.140 2.09 ng 68587 Naphthalene-d8 8.228
Hit# of 5 Tentative ID MW MolForm CAS#
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 59
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 50
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 50
5 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 43
Abundance Scan 1029 (8.140 min): BF130877.D\data.ms (-1024) (-) m/z 45.00 100.00%
45.0
5000
‘ ‘ 51 101.0 7.80 8.00 8.20 8.40
O ““!uu““}‘w M ‘ M‘L A m/z 57.10  94.65%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.05 31.82%
O T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ ‘1‘0(}:‘)"0‘1‘1‘6,‘0‘1‘3‘2-‘0‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
D RRARmana L
7.80 8.00 8.20 8.40
5000 ITI/Z 56.00 17.02%
89.0
29.0
73
ol Ul 8 L 190 e
m/z--> 20 40 60 80 100 120 140
Abundance #15680: Di-sec-Butyl ether
45.0 7.80 8.00 8.20 8.40
m/z 42.95 17.01%
5000 101.0
29.0
83.0
Ol et WETO L1300 S ——
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.992 3.02 ng 111198 Phenanthrene-di0 11.480
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 68
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 1684 (11.992 min): BF130877.D\data.ms (-1678) (- m/z 43.05 100.00%
43.0

73.0

5000

s

12.00
0’ m/z 60.00 94.77%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
AN Y s

5000 129.0 ‘ LN
12.00

m/z 57.05 82.38%

151018502130 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 ITI/Z 73.00 81.64%
199.0
5w W N
I EEIN 81 O O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid
73.0 12.00
43.0 m/z 41.05 80.67%
5000
129.0
185.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 unknownl3.739 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.739 2.79 ng 73436  Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (3aR,4R,7R)-1,4,9,9-Tetramethyl-... 218 C15H220 003466-15-7 49
2 1H-Pyrrolo[3,4-c]quinoline-1,3,4... 218 C11H1ON203 181021-85-2 46
3 Pyrene, hexadecahydro- 218 Cl6H26 002435-85-0 46
4 3,4,6,7-Tetrahydrobenzo[1,2-b:5,... 218 C12H1004 019839-03-3 38
5 Benzo[b]naphtho[2,3-d]furan 218 C16H1e0 000243-42-5 38

Abundance Scan 1981 (13.739 min): BF130877.D\data.ms (-1972) (- m/z 218.20 100.00%

218.2
5000 55.1
109.1
147.0 189.1 \ ﬂ/\/\‘/\)\/\)‘\ f\A‘ A ‘A/\A /\ .

281.° 13. 50 14.00
ol m/z 44.77%
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #96838: (3aR,4R,7R)-1,4,9,9-Tetramethyl-3,4,5,6,7,8-he
218.0

5000 — —
13.50 14.00
m/z 203.28  35.70%

O,
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #96043: 1H-Pyrrolo[3,4-c]quinoline-1,3,4(2H,5H)-trione, €
218.0 N\!M
‘ 3‘ 0 ‘ ‘00
119.0 13.5 14 ;
5000 ITI/Z 109.0 31.85%
147.0
44.0 77.0 ‘
0b— WMW‘WWMquWHMM‘L‘” ﬂ w‘thwHﬂ_H‘_‘H‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #96881: Pyrene, hexadecahydro- 7 T
218.0 13. 50 14.00
m/z 30.42%
175.0
5000 67.0
95. 135.0
29 | L
o,mm,mw,www!_\WH_WH_WH_W S——
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 6 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.969 4.03 ng 106201  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 51
2 Dodecane 170 C12H26 000112-40-3 35
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 25
4 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 20
5 Octacosane 394 (C28H58 000630-02-4 20
Abundance Scan 2020 (13.969 min): BF130877.D\data.ms (-2015) (- m/z 57.10 100.00%
57.1
5000 174.1 230.1 Mm
——
14.00
0Ll m/z 43.10 79.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
5000 T
14.00
m/z 71.05 55.51%
0 [ “\ I H‘ 1 141 01830 268.0
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #45479: Dodecane
43.0
——
14.00
5000 m/z 174.10 47 .76%
5.0
‘ | 127.0170.0
I o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158609: Octadecane, 2-methyl-
43.0 14.00
m/z 230.10 47.63%
5000
Fs.o
2250
oL L proneme 020 AL g,
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.222 5.21 ng 137362  Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 58
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 38
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 37
Abundance Scan 2063 (14.221 min): BF130877.D\data.ms (-2058) (-}  m/z 277.10 100.00%
277.1
5000 L
77.0 183.0 — ——
14.00 14.50
39. ‘ 1151 151.0 ‘ ‘
I -2 S o ‘H 2291 L m/z 278.05 31.60%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 —T— —
152.0 14. 00 14.50
m/z 24.79%
18 95.0
oLt ‘ ‘M‘u‘m\‘ ‘\ “\‘Huh‘\\‘ ‘\H\‘ }Mr\“ [H : ‘23‘3‘0 .
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 183.0 22.61%
77.0 183.0
SEECT . LY \\ ‘u 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 199.0 21.62%
5000
77.0 183.0
s
R S A L S T AN B APOWPE Ry S
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\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 8 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.592 9.51 ng 250685  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 7-Methyl-octadecane 268 C19H40 1000192-63-3 87
3 Heptadecane, 9-octyl- 352 (C25H52 007225-64-1 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 2126 (14.592 min): BF130877.D\data.ms (-2115) (- m/z 57.05 100.00%
57.0

%

5000
9.0
14.50
ol “M A m‘w‘L L2000 28 sa10 m/z 43.10  65.15%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 S ‘

14.50
m/z 71.10  58.53%

|} H | 141 0183.0225.0 281.0 337.0 394.

\\\‘\x\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 50 100 150 200 250 300 350
Abundance #158603: 7-Methyl-octadecane

o
[&)]
!
o

14.50
5000 ITI/Z 85.10 46.37%
112.0
182.0
Wy o
opkJ‘Hmmu“m”wHH_MWH_W
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T
57.0 14.50
m/z 55.05 25.04%
- M
oLl \\ 114101830 2370981 03230
R B o B B A L B S A e eSS ——
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acq On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 9 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.898 7.38 ng 165227  Perylene-di12 15.645
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74
3 9-Octadecenamide 281 C18H35NO 003322-62-1 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 46
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 43

Abundance Scan 2178 (14.898 min): BF130877.D\data.ms (-2174) (- m/z 59.00 100.00%
59.0

5000

%

jusont Py
14.50 15.00
m/z 55.10  59.93%

97.1
151.0

2201 277.1 327.0

0,

mfz--> 50 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 7 T
1370 14)50 72 92)5.0059 40
97.0 s, m/z . . 0
O LI ‘\“‘ ! \‘H‘\“H} W“‘ \h“\ ‘} ‘H\ T ]\.9\3‘.()\ \2\4>9.‘()\ T \29\‘4‘.()\ } T ‘\.
m/z--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
N pamia e,
14.50 15.00
5000 ITI/Z 41.05 44 ,32%
S8 80 140.0 1840 2380 2810 M/\/WMM
! R A i
m/z--> 50 100 150 200 250 300
Abundance #174772: 9-Octadecenamide — —
59.0 14.50 15.00
m/z 69.10 33.15%
5000
97.0
oL LIl 1360 1780 2200  281.0
i e e — ——
m/z--> 50 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103122\
Data File : BF130877.D

Acqg On : 31 Oct 2022 13:54
Operator : CG\JU

Sample : N5234-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.258 48.9 ng 1257650 1 6.940 514281 20.0
2-Pentanone, 4-... 5.169 14.0 ng 359019 1 6.940 514281 20.0
Ethanol, 2-(2-b... 8.140 2.1 ng 68587 2 8.228 657290 20.0
n-Hexadecanoic ... 11.992 3.0 ng 111198 4 11.480 736307 20.0
unknownl13.739 13.739 2.8 ng 73436 5 14.127 527110 20.0
Nonadecane 13.969 4.0 ng 106201 5 14.127 527110 20.0
Triphenylphosph... 14.222 5.2 ng 137362 5 14.127 527110 20.0
Octacosane 14.592 9.5 ng 250685 5 14.127 527110 20.0
13-Docosenamide... 14.898 7.4 ng 165227 6 15.645 447992 20.0
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