LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\

Data File : BF131743.D

Acqg On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc SP-303-20221215

ALS vial : 6 Sample Multiplier: 1
Integration Parameters:
Integrator: RTE
Smoothing : ON

rteint.p

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-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131743.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 11 rVB 1689391 1690766 46.66% 9.159%
2 5.063 502 506 515 rVB 248807 253614 7.00% 1.374%
3 5.475 571 576 579 rBV 1081791 1045265 28.85% 5.663%
4 6.487 744 748 751 rBV 845519 675710 18.65% 3.661%
5 6.863 808 812 815 rBV 634686 505146 13.94% 2.737%
6 7.434 903 909 912 rBV 1797152 1915512 52.86% 10.377%
7 8.151 1027 1031 1035 rBV 746275 641304 17.70%  3.474%
8 9.234 1209 1215 1218 rBV 3477776 3623442 100.00% 19.629%
9 9.916 1326 1331 1334 rBV 933322 759694 20.97% 4.115%
10 10.710 1461 1466 1469 rBV 2458668 2156148 59.51% 11.681%
11 11.410 1581 1585 1588 rBV 949591 819281 22.61% 4.438%
12 11.475 1592 1596 1600 rVB 123463 101838 2.81% 0.552%
13 12.204 1712 1720 1741 rVB4 27360 112604 3.11% 0.610%
14 13.004 1851 1856 1859 rBV 2707886 2382455 65.75% 12.906%
15 13.521 1932 1944 1954 rBV3 46705 121907 3.36% 0.660%
16 14.057 2031 2035 2039 rBV 610361 534241 14.74% 2.894%
17 14.151 2047 2051 2058 rBV 204007 223842 6.18% 1.213%
18 14.286 2064 2074 2085 rVB2 57201 143459 3.96% 0.777%
19 14.915 2175 2181 2189 rVB 48542 93233 2.57% 0.505%
20 15.551 2284 2289 2293 rBV 354622 459728 12.69% 2.490%
21 16.021 2363 2369 2382 rBV 30848 138510 3.82% 0.750%
22 16.392 2426 2432 2440 rBvV3 23204 61658 1.70% 0.334%

Sum of corrected areas: 18459357
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\

BF131743.D
: 21 Dec 2022 13:26
: CG\JU
: N6100-03
SP-303-20221215
6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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2500000

2000000

1500000

1000000
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o

Time-->

TIC: BF131743.D\data.ms
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3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131743.D\data.ms
9.234

13.004
10.710

9.916 11.410

8.151

11.475
A

|

0
Time-->

12.204
———
12.00

10.00 10.50 11.00 11.50

12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF131743.D\data.ms

14.057

15.551
151

13.521 4.286 14.915

16.021 16.392

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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.
2.116 66.94 ng 1690770  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CAS# 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 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 5 (2.116 min): BF131743.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000
431 87.1
AR R R
9.0 2.202.302.40 2.50
bbbl 220 L L1010 m/z 43.10  33.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R RN R R
43.0 2.202.302.40 2.50
' 87.0 m/z 87.10  27.55%
29.0
M‘ I ‘\‘ ‘ Lgo ‘ | ‘
OH‘\H\‘\H\‘!\!\‘H!‘\“\H\[HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2.202.302.40 2.50
5000 41.0 55.0 m/z 55.10  25.27%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- AR RARRRREE
73.0 2.202.30 2.40 2.50
m/z 71.10 10.75%
5000
45.0
29.0
0H_H‘:“m“‘J“H_‘?‘g"?uwlH_m‘HH_}HWHWHWH —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50

8270-BF122022.M Fri Dec 23 11:38:03 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.063 10.04 ng 253614  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 506 (5.063 min): BF131743.D\data.ms (-502) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 R RRREE S
| ‘ 83.0 4.80 5.00 5.20 5.40 ]
O e e T m/z 59.00 62.33%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B I B L LR B
4.80 5.00 5.20 5.40
101.0 m/z 101.00  22.53%
270 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
 ERREEEEEE e
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.68%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e RRRREESS S
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.40%
5000 41.0
o 00
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.475  2.49ng 101838 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzenamine, 2,4,6-tribromo- 327 C6H4Br3N 000147-82-0 55

2 4-Hydroxy-2',4',6"'-trichlorobiph... 344 C15H15C130Si 1000447-71-9 46
3 3-Hydroxy-2',4',6"'-trichlorobiph... 344 C15H15C130Si  1000447-69-8 46
4 4-Hydroxy-2,2',5'-trichlorobiphe... 344 C15H15C130Si  1000447-70-4 35
5 Trimethylsilyl 3-chloro-5-methox... 346 C14H23C104Si2 1000385-75-2 25

Abundance Scan 1596 (11.475 min): BF131743.D\data.ms (-1592) (- m/z 328.80 100.00%

328.8
62.0
5000
—H—
11.50
0! m/z 330.80 94.12%
m/z--> 50 100 150 200 250 300 350
Abundance #233314: Benzenamine, 2,4,6-tribromo-
329.0
5000 T
11.50
90.0 170.0 m/z 62.00 69.79%
i W I
. HM“\ m‘ \H‘ il Md I ‘H‘H il ‘\‘\‘
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #252666: 4-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsil
320.0 A
T ‘ A\
11.50
5000 ITI/Z 142.90 60.66%
73.0 165.0
~ 2200 ‘
0l229 . | Lo, [, 200 o |
m/z--> 50 100 150 200 250 300 350
Abundance #252665: 3-Hydroxy-2',4',6'-trichlorobiphenyl, trimethylsily o
329.0 11.50
93.0 m/z 140.90 57.38%
5000
173.0
45.0
° ‘ L 2% o ||
bbb b, 2700 L A
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Octadecane, 1-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.204 2.75 ng 112604  Phenanthrene-di0 11.410
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane, 1-chloro- 288 (C18H37C1 003386-33-2 64
2 Tritetracontane 605 C43H88 007098-21-7 64
3 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 64
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 64
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 1720 (12.204 min): BF131743.D\data.ms (-1712) (- m/z 57.00 100.00%

57.0
5000
s Vo

‘ 1pe.0 206.9 12.00 12.50
or AT e m/z 71.00 61.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184137: Octadecane, 1-chloro-
57.0
5000
12.00 12.50

m/z 43.05 57.86%

O J ‘ Nlﬁ ll AL L ‘203 0 288 0
HH‘\HT‘\H\HH‘\1\\‘TH\‘H\\‘\H\‘HH’\H\‘\H\‘HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane

57.0

T
12.00 12.50

5000 m/z 85.05 41.22%
o ‘ j \{lﬂ‘q 197.0 267.0 337.0  463.0 533.0 604.
b T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #111691: Ethanol, 2-(dodecyloxy)-
57.0 12.00 12.50

m/z 55.05 35.56%

T bt

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.522 4.56 ng 121907  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1944 (13.521 min): BF131743.D\data.ms (-1932) (- m/z 56.95 100.00%
57.0
5000
99.1 R ‘
13.50
ob— u“‘ ‘“ H“‘WM LA 1972 2809 o 7165 74.23%
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000 S ‘
13.50
m/z 43.05 64.92%
99.0
oL 1L L] 14101830 2250 2670 338
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #306637: Eicosane, 1-iodo-
57.0
T \
13.50
5000 m/z 85.10 50.41%
99.0
ol iyl 11 1% 197.0 2300 2810
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0 13.50
m/z 40.95 21.57%
5000
99.0 169.0
ols0 | L1 13a0 " aas0 S
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.151 8.38 ng 223842  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 86
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11N04S 004094-37-5 38
5 cyclopenta[d][1,3]thiazine-2,4-d... 277 C13H11NS3 1000397-11-2 25
Abundance Scan 2051 (14.151 min): BF131743.D\data.ms (-2047) (-] m/z 277.05 100.00%
277.1
5000 A\
77.0
201'0 T ‘ T T ‘ T
300 115015‘2-0 ‘ H 14.00 14.50
oL “Vﬂ‘umw“‘ufw“ﬂui‘ﬂ‘{‘ i m/z 278.10  33.41%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —r— ——
14.00 14.50
77.0 199.0 m/z 76.95 31.72%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ T T T “H T T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h
277.0
ey =
14.00 14.50
5000 m/z 201.00 24 .35%
77.0 183.0
e
) SR NS N 7o i R N B S
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y —— v e
277.0 14.00 14.50
m/z 198.95  23.69%
5000
7.0 183.0
0 39# I \%%?w-o \‘H‘ Il ‘\‘ H\ 228.0 |
B e e e b —
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\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.286 5.37 ng 143459  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Octadecane 254 (C18H38 000593-45-3 83
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72

Abundance Scan 2074 (14.286 min): BF131743.D\data.ms (-2064) (- m/z 57.10 100.00%
57.1

5

5000
41.0 14.00 14.50
207.0
o‘H‘l,“m“‘HmH‘mHE?%RHwHH‘Hwa”wwm m/z 71.10  77.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0
5000 T —
14.00 14.50
m/z 43.05 62.92%
‘\\H’\H\‘HH‘\\H‘H\\‘\H\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
14.00 14.50
5000 m/z 85.05 52.81%

oL Lkl 019702670387 04070 49105620

:

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141057: Octadecane
57.0 14.00 14.50
m/z 69.00 21.45%
h WUMMNW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.916 4.06 ng 93233 Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2181 (14.915 min): BF131743.D\data.ms (-2175) () ' m/z 57.00 100.00%
57.0
- MJ\ML
9.1 ——
15.00
0“‘i‘¢$ﬂbmﬂwh%ﬁﬁ%wg?ﬁ9“%§?9““““‘ m/z 71.00 76.86%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 T
15.00
m/z 43.05 67.19%
O T \“\ ‘\“‘ \H“‘ \h‘\ h“ \“‘ \1‘\ “ “\:![8\‘3\()‘\22\5\9‘ \2\8\2\0‘ T 1T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
15.00
5000 m/z 85.05 43.91%
‘ 9.0
41.0
o5 || 111 140130250 2900
m/z--> 0 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 15.00
m/z 55.05 22.15%
- WMMJ\MM
ol ‘L‘ L M | 14101830 225.0 267.0 309.0 367
e S e ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 wunknownl6.021 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.021 6.03 ng 138510  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (S)-9-Fluoro-3-isobutyl-3,4-dihy... 273 C12H16FNO3S 1257313-65-7 11
2 3-Hydroxyxanthone, 2-methylpropi... 282 C17H1404 1000462-85-1 9
3 N-((3-Nitro-4-(2-oxopyrrolidin-1... 327 C12H13N306S 1000497-89-0 9
4 1,3,4-Thiadiazole, 2-acetylamino... 315 C14H13N502S 331246-48-1 9
5 4-Acetyl-1-(3-ethoxypropyl)-3-hy... 303 C17H21NO4 1000387-64-4 9
Abundance Scan 2369 (16.021 min): BF131743.D\data.ms (-2363) (- m/z 57.05 100.00%
57.0
5000
159.0 2131
‘ 282.0 329.3 381, 16100 |
— LMMHH,“W‘ H‘H_H“ m/z 43.05 80.99%
miz-> 50 100 150 200 250 350
Abundance #164323: (S)-9-FIuoro-3-isobutyl-3,4-d|hydro-2H-benzo[b
43.0 159.0
5000 86.0 —— :
16.00
2160 2730 m/z 71.00 44.51%
o) ‘m \ ‘M\ ‘H\‘M‘ ‘““ | “‘ 1\ ; ’\‘ T
miz--> 50 100 150 200 250 300 350
Abundance  #175970: 3-Hydroxyxanthone, 2-methylpropionate
43.0
T \
16.00
5000 213.0 m/z 55.00 42.34%
127.0 282.0
SRR T UE 2 T S
m/z--> 50 100 150 200 250 300 350
Abundance #232455: N-((3-Nitro-4-(2-oxopyrrolidin-1-yl)phenyl)sulfor —— ‘
43.0 16.00
m/z 41.05 35.14%
239.0281.0
5000 159.0
104.0
oL ‘\muh‘“h” Mm JL119 Hl }P‘ h‘\ ,H‘ \ b 3210 —
m/z--> 5 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acq On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 10 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.392 2.68 ng 61658  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Pentacosane 352 C25H52 000629-99-2 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Eicosane 282 (C20H42 000112-95-8 80
Abundance Scan 2432 (16.392 min): BF131743.D\data.ms (-2426) (- m/z 57.05 100.00%
57.0
2000 AN}LWMHMA/\ﬂJKNVMMWM
9.0 T T 7
‘ ‘ ‘ um 1412 2131 2830 16.00 16.50
ol A b bbby ST L m/z 71.08 73.62%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 — e
16.00 16.50
9.0 m/z 43.00 59.37%
01\5\0‘\ ‘\“"h\ ‘“‘ \‘H‘\ HL \“‘ \:‘]‘-\41-‘1“?\ ]‘\_8\3\0’ T \2\4?.‘0\ LA e e e
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
— ——
16.00 16.50
5000 m/z 85.05 47 .51%
99.0
oL Ul 141018302250 2950 3s2u
A
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane “ T
57.0 16.00 16.50
m/z 55.05 22.33%
5000
9.0
oSO | |1, MO0 s 2s0
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122122\
Data File : BF131743.D

Acqg On : 21 Dec 2022 13:26

Operator : CG\JU

Sample : N6100-03

Misc : SP-303-20221215

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 66.9 ng 1690770 1 6.863 505146 20.0
2-Pentanone, 4-... 5.063 10.0 ng 253614 1 6.863 505146 20.0
Benzenamine, 2,... 11.475 2.5 ng 101838 4 11.410 819281 20.0
Octadecane, 1-c... 12.204 2.8 ng 112604 4 11.410 819281 20.0
Tetracosane 13.522 4.6 ng 121907 5 14.057 534241 20.0
Triphenylphosph... 14.151 8.4 ng 223842 5 14.057 534241 20.0
Heneicosane 14.286 5.4 ng 143459 5 14.057 534241 20.0
Eicosane 14.916 4.1 ng 93233 6 15.551 459728 20.0
unknownl6.021 16.021 6.0 ng 138510 6 15.551 459728 20.0
Heptadecane 16.392 2.7 ng 61658 6 15.551 459728 20.0
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