LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc :

ALS Vvial : 14 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130540.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.804 458 462 474 rBV 140614 175973 6.87% 1.060%
2 5.234 532 535 554 rBvV 903620 920552 35.93% 5.546%
3 5.640 600 604 613 rVB 29022 29755 1.16% 0.179%
4 6.275 709 712 726 rBV 532072 528156 20.61% 3.182%
5 6.634 769 773 778 rBV 664614 591296 23.08% 3.562%
6 7.204 865 870 873 rBV 1510469 1440027 56.20% 8.675%
7 7.281 879 883 893 rBV2 24802 53419 2.08% 0.322%
8 7.834 973 977 987 rBV 114211 320883 12.52%  1.933%
9 7.916 987 991 999 rVB 603540 552977 21.58% 3.331%
10 8.545 1095 1098 1110 rBV 58344 87198 3.40% 0.525%
11  8.992 1170 1174 1177 rBV 3007243 2358506 92.05% 14.208%
12 9.628 1279 1282 1285 rBV 557852 537910 20.99% 3.240%
13  9.663 1285 1288 1298 rVB 613672 511458 19.96%  3.081%
14 10.451 1419 1422 1437 rVB 1251294 1220598 47.64% 7.353%
15 10.598 1444 1447 1458 rVB 742903 652688 25.47%  3.932%

16 10.716 1464 1467 1479 rBV 252314 256515 10.01%
17 11.145 1536 1540 1547 rBV 554005 443448 17.31%
18 11.475 1593 1596 1599 rBV 102129 81623 3.19%
19 11.563 1605 1611 1617 rBV 777003 724754 28.29%
20 11.686 1629 1632 1634 rBV 162125 154518 6.03%

O p,L,ONPER
N
O
N
R

21 11.716 1634 1637 1640 rVB 758489 586588 22.89%
22 12.333 1738 1742 1750 rBV2 435503 511330 19.96%
23 12.469 1762 1765 1768 rBV 51032 49951 1.95%
24 12.733 1805 1810 1813 rBV 3070661 2562175 100.00% 15.

OUI O WwWw
w
[
=
R

25 13.098 1866 1872 1876 rBV 154412 129971 5.07% 783%
26 13.463 1927 1934 1936 rBV4 17679 31959 1.25% 0.193%
27 13.774 1983 1987 1999 rBV 610821 662021 25.84%  3.988%
28 13.880 2002 2005 2011 rVB 31669 36005 1.41% 0.217%
29 15.163 2218 2223 2227 rBV 332743 387484 15.12%  2.334%

Sum of corrected areas: 16599738
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
BF130540.D

: 05 Oct 2022 20:45
¢ CG\JU
. N4966-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 6
R.T. EstConc Area Relative to ISTD R.T.
4.804 5.95 ng 175973  1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 462 (4.804 min): BF130540.D\data.ms (-458) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 T T e
83.0 4.40 4.60 4.80 5.00 5.20
) SN Y NS m/z 59.10  61.57%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L AL B R
59.0 4.40 4.60 4.80 5.00 5.20
m/z 101.10 22.52%
0 27\\\ A \‘ 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P B
4.40 4.60 4.80 5.00 5.20
5000 2410 m/z 58.10 16.34%
ol Al L 12503450
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R RRARSERREE
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.22%
5000
58.0
15.0 ‘ 100.0
L

m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.834 11.61 ng 320883 Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 53
Abundance Scan 977 (7.834 min): BF130540.D\data.ms (-973) (-) m/z 57.10 100.00%
57.1
5000 Jk
9 760780800820
39 1011
0 ‘“““qu‘JMm‘WJW‘WV‘;M““%?%}““““‘ m/z 45.10  96.52%

m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

5000 N RRRRSUEEEA._Sesees
29.0 7.60 7.80 8.00 8.20

75.0 m/z 41.05  39.70%

O LI ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\0}0‘\0\ T ‘ ;‘\312\0‘ L ‘ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

7.60 7.80 8.00 8.20

5000 m/z 75.00 19.29%
29.0 75.0
100.0
0 Lt T 320 seso
miz-> 40 60 80 100 120 140 160
Abundance #38409.EthanoL 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 7.60 7.80 8.00 8.20

m/z 56.10 17.40%

5000
89.0
27P
119.0 1440

m/z--> 20 40 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1-Decanaminium, N,N,N-trime... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.545 3.15 ng 87198 Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanaminium, N,N,N-trimethyl-... 235 C13H30CIN 010108-87-9 78
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
3 N,N-Dimethyloctylamine 157 C1OH23N 007378-99-6 78
4 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 78
5 2-(Aminomethyl)-4-methylpentanoi... 187 C10H21NO2 1891211-54-3 72
Abundance Scan 1098 (8.545 min): BF130540.D\data.ms (-1095) (-) m/z 58.10 100.00%
58.1
5000 k
R RERANEEEES S o
84.0 1851 8.20 8.40 8.60 8.80
Ol o H40 S+ m/z 41.10  5.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117211: 1-Decanaminium, N,N,N-trimethyl-, chloride
58.0
5000 L L B LI B BN R I
8.20 8.40 8.60 8.80
m/z 42.00 4.44%
o120, . 910 1280156.0 185.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
8.20 8.40 8.60 8.80
5000 m/z 59.00 3.81%
0l...290, | 840 114.0140.0 1700 212.0 241C
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34023: N,N-Dimethyloctylamine w““ﬂu“ﬂ‘u““‘W‘
58.0 8.20 8.40 8.60 8.80
m/z 43.10 2.99%
h WMMWWn“wwwﬂmwﬂwwmeW
0,290 | 840 1140 1570
e e e e R ERRREEEEEEREEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 4 1-Tetradecanamine, N,N-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

10.598 29.44 ng 652688  Phenanthrene-di10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 91
2 Tetradonium Bromide 335 C17H38BrN 001119-97-7 78
3 Dimethyl palmitamine 269 C18H39N 000112-69-6 78
4 1-Decanaminium, N,N,N-trimethyl-... 235 C13H30CIN 010108-87-9 72
5 1-Heptadecanamine, N,N-dimethyl- 283 C19H41N 003002-57-1 72

Abundance Scan 1447 (10.598 min): BF130540.D\data.ms (-1444) (- m/z 58.10 100.00%

58.1
5000
—

T
10.50 11.00

241.3 o
btk 2242.2 184.2212.22413  m/z 41.e5  4.94%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
5000 —h —
10.50 11.00

m/z 43.05 4.49%

290 ) 114.0142.0170.0 212.0241.0
H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #242637: Tetradonium Bromide
58.0

o

lO 50 ll 00
5000 ITI/Z 59.10 3.83%
o180 | 940 1350 241.0
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #159767: Dimethyl palmitamine — A
58.0 10.50 11.00

m/z 55.05 2.95%

5000
0 29.0, 114.0142.0170.0 269.(
ey f

I
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1-Octanamine, N-methyl-N-oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.716 11.57 ng 256515  Phenanthrene-di10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanamine, N-methyl-N-octyl- 255 C17H37N 004455-26-9 95
2 1-Hexanamine, 2-ethyl-N-(2-ethyl... 255 C17H37N 039168-98-4 58
3 Lauramide, N-(2-phenylethyl)-N-n... 429 C29H51NO 1000490-84-2 50
4 DL-Alanyl-DL-alanine, N,N'-dimet... 482 C27H50N205 1000392-74-9 50
5 1-Valine, N-allyloxycarbonyl-, h... 299 C16H29NO4 1000323-39-1 47
Abundance Scan 1467 (10.716 min): BF130540.D\data.ms (-1464) (-,  m/z 156.20 100.00%
156.2
5000 58.0
— —A
10.50 11.00
ol didsy o zon02882 s s as.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #142197: 1-Octanamine, N-methyl-N-octyl-
156.0
5000 ‘ 1
58.0 10. 50 11.00
m/z 12.96%
O ‘\\‘\\hl‘J‘W!\‘\‘\\\\‘\\\\’\\\2\5‘5\.\0\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #142200: 1-Hexanamine, 2-ethyl-N-(2-ethylhexyl)-N-metf
156.0
1050 1100
5000 m/z 12.24%
58.0
0 1.0 | h" \“ I 226.0
A e
miz--> 0 50 100 150 200 250 300 350 400
Abundance #317778: Lauramide, N-(2-phenylethyl)-N-nonyl-
156.0 1050 1100
m/z 157.20 11.18%
5000
43.0
105.0
ol W 2460 3380 429« ]
e AR s mEE e S e Coa
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Dimethyl palmitamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.475 3.68 ng 81623  Phenanthrene-dle 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl palmitamine 269 C18H39N 000112-69-6 91
2 Dimantine 297 C20H43N 000124-28-7 78
3 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
4 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 78
5 Docosylamine, N,N-dimethyl- 353 C24H51N 1000406-30-6 72

Abundance Scan 1596 (11.475 min): BF130540.D\data.ms (-1593) (-  m/z 58.05 100.00%

58.0
5000
e
11.50
Ot 9801281 2069 2693 /7 43,10 5.61%
m/z--> 50 100 150 200 250 300
Abundance #159767: Dimethyl palmitamine
58.0
5000 T
11.50
m/z 41.05 5.40%
0270, | 114.0 156.0 269.0
T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T
miz--> 50 100 150 200 250 300
Abundance #195724: Dimantine
58.0
P
11.50
5000 ITI/Z 59.10 3.62%
0270, 114.0 154.0184.0 297.(
e e e R
miz--> 50 100 150 200 250 300 I
Abundance #125004: 1-Tetradecanamine, N,N-dimethyl- R S AR
58.0 11.50
m/z 55.05 3.45%
5000
ol 1140 156.0 198.0 2410
el e e
m/z--> 50 100 150 200 250 300 11.50

8270-BF091422.M Fri Oct 07 ©5:16:15 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 di-2-Pyridyl ketone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.563 32.69 ng 724754  Phenanthrene-di10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-2-Pyridyl ketone 184 C11H8N20 019437-26-4 50
2 1-Octanamine, N-methyl-N-octyl- 255 C17H37N 004455-26-9 38
3 1-Valine, N-allyloxycarbonyl-, h... 299 C16H29NO4 1000323-39-1 27
4 Lauramide, N-(2-phenylethyl)-N-n... 429 C29H51NO 1000490-84-2 27
5 1-Aminocyclopentanecarboxylic ac... 425 C25H47NO4 1010328-98-2 27

Abundance Scan 1611 (11.563 min): BF130540.D\data.ms (-1605) (-  m/z 156.20 100.00%

156.2
58.1
5000
P —

\H 19811971 | 18\ ? ou0a 28 11.50
0\’\\\\‘\\\\“\\‘HH‘HH“HH‘HH‘\H’\H\‘\H\’HH‘HH‘\.H\‘HH‘H.T m/Z 184.20 83.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58774: di-2-Pyridyl ketone A\
78.0 156.0
5000 A“ \

1150
m/z 58.10 68.52%

270 | 185.0
O\’\“\\\‘\\‘\\‘\\\M‘\\\\‘H\\‘\!‘\\‘\\\"\\\\‘H\\\’\H\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #142197: 1-Octanamine, N-methyl-N-octyl-
156.0
T
11 50
58.0
ol2%9) | . 980 \ 212.0 255.0
et b e T T e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #198088: I-Valine, N-allyloxycarbonyl-, heptyl ester
156.0 1150

m/z 44.05 20.11%

5000
41.0
112.0
u M7\h ‘ | 212.0 256.0

m/z--> 20 40 60 80 100120140160180200220240260280 1150

o

8270-BF091422.M Fri Oct 07 ©5:16:16 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Ethylamine, N-decyl-N-methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.333 23.06 ng 511330  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylamine, N-decyl-N-methyl-2-(... 281 C17H31NS 1000310-34-4 72
2 Glycine, 2-cyclohexyl-N-ethoxyca... 425 C25H47N0O4 1000383-09-0 53
3 Pipecolylpipecolic acid, N-butox... 466 C26H46N205 1000393-07-0 53
4 Pipecolic acid, N-butoxycarbonyl... 355 C20H37NO4 1000393-05-5 53
5 Pipecolic acid, N-butoxycarbonyl... 341 C19H35NO4 1010393-05-4 53

Abundance Scan 1742 (12.333 min): BF130540.D\data.ms (-1738) (-] m/z 184.20 100.00%

184.2
5000
58.0

12. 00 12 50

ol Al P81 1400 | 2403 8108 4, sg.es  29.13%
m/z--> 50 100 150 200 250 300 350
Abundance #174711: Ethylamine, N-decyl-N-methyl-2-(2-thiophenyl)-
184.0
5000
58.0 1200 1250

m/z 185.20  13.66%

N 280.0

T \ ‘ \ =TT ‘ L ‘ \ T ‘ L ‘ L ‘ T T ‘ L ’
m/z--> 50 100 150 200 250 300 350
Abundance #315683: Glycine, 2-cyclohexyl-N-ethoxycarbonyl-, tetrad

184.0

1200 1250
5000 m/z 43.05 10.80%

102.0
5o 230.0  297.0 343.0
e L 2990 2970 9488
miz—-> 50 100 150 200 250 300 350
Abundance  Pi i i i

#330561: Pipecolylpipecolic acid, N-butoxycarbonyl-, non
184.0 1200 1250

m/z 44.05 8.65%

5000
84.0 128.0
ol 10, | ] 2540 3230 393

m/z--> 50 100 150 200 250 300 350 12. 00 12 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Dodecylmethylbenzylamine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.098 3.93 ng 129971  Chrysene-di12 13.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecylmethylbenzylamine 289 C20H35N 068397-57-9 86
2 Benzaldehyde, 4-ethyl- 134 C9H100 004748-78-1 78
3 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H1e0 001746-11-8 72
4 2-[Benzyl(methyl)amino]ethanol, ... 279 C16H29NOSi 1000481-09-4 64
5 N-Methyl-N-benzyltetradecanamine 317 C22H39N 083690-72-6 43
Abundance Scan 1872 (13.098 min): BF130540.D\data.ms (-1866) (-  m/z 134.05 100.00%
134.1
91.1
5000
430 ‘ 13.00 13.50
ol by I 19022261 3161 /7 91,10 56.70%
miz--> 50 100 150 200 250 300
Abundance #185509: Dodecylmethylbenzylamine
134.0
5000 91.0 — —
13.00 13.50
m/z 135.05 10.85%
0 43.0 | 198.0282.0 289.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #17544: Benzaldehyde, 4-ethyl-
134.0
\A‘
1300 13.50
5000 91.0 43.05 5.25%
51.0 ‘
oo fud 1y
miz--> 50 100 150 200 250 300
Abundance #17617: Benzofuran, 2,3-dihydro-2-methyl- —— ‘
134.0 13.00 13.50
41.05 5.19%
5000 91.0
51.0
s bl
m/z--> 50 100 150 200 250 300 l&OO 1350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100522\
Data File : BF130540.D

Acqg On : 05 Oct 2022 20:45
Operator : CG\JU

Sample : N4966-01

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.804 6.0 ng 175973 1 6.634 591296 20.0
Ethanol, 2-(2-b... 7.834 11.6 ng 320883 2 7.916 552977 20.0
1-Decanaminium,... 8.545 3.1 ng 87198 2 7.916 552977 20.0
1-Tetradecanami... 10.598 29.4 ng 652688 4 11.145 443448 20.0
1-Octanamine, N... 10.716 11.6 ng 256515 4 11.145 443448 20.0
Dimethyl palmit... 11.475 3.7 ng 81623 4 11.145 443448 20.0
di-2-Pyridyl ke... 11.563 32.7 ng 724754 4 11.145 443448 20.0
Ethylamine, N-d... 12.333 23.1 ng 511330 4 11.145 443448 20.0
Dodecylmethylbe... 13.098 3.9 ng 129971 5 13.774 662021 20.0
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