LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 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-BF062922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129088.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.322 3 6 12 rVB 6306726 7993630 68.67% 10.453%
2 4.104 305 309 316 rVB 114757 143746 1.23% 0.188%
3 5.581 555 560 563 rBV 4928315 4357347 37.43% 5.698%
4 6.569 724 728 738 rBV 2995221 2694145 23.14%  3.523%
5 6.951 790 793 797 rBV 2303143 2124587 18.25% 2.778%

6 7.522 883 890 893 rBV 5984938 6416106 55.12%  8.390%
7 8.239 1007 1012 1015 rBV 3200144 2874444 24.69% 3.759%
8 9.316 1189 1195 1198 rBV 11734051 11641233 100.00% 15.223%
9 9.998 1305 1311 1314 rBV 3835915 3226774 27.72% 4.220%
10 10.375 1368 1375 1378 rBV 1940181 1571011 13.50% 2.054%

11 10.610 1409 1415 1425 rBV2 60402 182416 1.57% ©.239%
12 10.792 1439 1446 1449 rBV 7590194 7278847 62.53% 9.519%
13 11.492 1560 1565 1568 rBV 3518428 3286333 28.23%  4.298%
14 11.998 1645 1651 1656 rBV 353612 471692 4.05% 0.617%
15 12.151 1673 1677 1683 rBV2 109014 142090 1.22% ©.186%
16 12.227 1683 1690 1705 rVBS 82931 291626 2.51% 0.381%
17 12.375 1708 1715 1723 rBV 119290 291387 2.50% ©0.381%
18 12.786 1779 1785 1795 rVB 339763 568045 4.88% ©.743%
19 12.880 1798 1801 1807 rBV 390850 320193 2.75% 0.419%

20 13.080 1830 1835 1838 rBV 10628167 10736692 92.23% 14.040%

21 13.410 1885 1891 1903 rVB 331527 594747 5.11% ©.778%
22 14.139 2006 2015 2018 rBV 2718196 2990806 25.69%  3.911%
23 14.233 2026 2031 2036 rBV 342979 377126 3.24% 0.493%
24 14.692 2104 2109 2114 rVV 457533 709171 6.09% ©.927%
25 14.751 2116 2119 2127 rVB4 156168 250774  2.15% ©.328%
26 15.292 2205 2211 2217 rVB 266732 498884 4.29% 0.652%
27 15.663 2268 2274 2286 rVB 1573384 2008246 17.25% 2.626%
28 15.974 2323 2327 2334 rVB 113094 214537 1.84% ©.281%
29 16.498 2406 2416 2443 rBV6 334016 2213524 19.01%  2.895%

Sum of corrected areas: 76470159

8270-BF062922.M Tue Jul ©5 17:13:37 2022 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Jul 2022 12:56
¢ CG\JU
: N3543-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
BF129088.D

KENS-062822-SB18-GW

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

o

Time-->

TIC: BF129088.D\data.ms

322 7.522

5.581

6.569
6.951

4.104

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

le+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF129088.D\data.ms

9.316 13.080

10.792

9.998 11.492

8.239

10.375

L K 10.610 L 11.988 poxr375 12]23?80 13.2
T N

T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BF129088.D\data.ms

14.139
15.663
15.974 16.498

‘ T ‘ T T ‘ T T T T ‘ T T ‘ T T
16.00 16.50 17.00 17.50 18.00 18.50

T T T T ‘ T T
Time->  13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.322  75.25 ng 7993630 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CASH# 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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 6 (2.322 min): BF129088.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
43.1
R RR e EammEEEEEE S
‘ ‘ 2.402.502.602.70
Ol rrer ol [ 1011122.01440166.9 1910 /s 4310 36.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT T I [T I T T[T I T[T 11T 1
43.0 2.402.502.602.70
m/z 55.10  27.77%
O\‘\mh\““\‘\\w‘\\“\‘\‘\‘\\19‘]_\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0
R RAEEEEREN LS
2.402.502.602.70
5000 41.0 m/z 87.10 27.76%
0 97.0 1290
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4994: Pentane, 3-methoxy- R ARREEwEEREE RS
73.0 2.402.502.602.70
m/z 71.10 11.65%
5000
45.0
0‘_Muqm‘ﬂ“wh_‘;9¥9H"H“H“_“w“u‘u“ I REassneans SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 2.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.375 9.74 ng 1571010  Acenaphthene-d10 9.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
3 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
4 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
5 Benzamide, 2-methyl-N-methyl-N-p... 191 C12H17NO 1000421-44-4 74
Abundance Scan 1375 (10.375 min): BF129088.D\data.ms (-1368) (- m/z 118.95 100.00%
119.0
5000 91.0 190.1
65.0 "0 10 50
10.00 10.50
39.0 162.1
Ol e e b AA2050 L m/z 91.e5  39.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T ——— jL
91.0 10.00 10.50
65.0 m/z 190.10 38.23%
0 39.0 ‘ 162.0
\\\‘\\\\“\\\\“\\\\‘\\w\‘\\\\‘\\\\‘\\\\“\\\{‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
— —
10.00 10.50
m/z 191.10 13.73%
5000 91.0
65.0
150 410 148.0 1900
R AR | MMV MDA S ENN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65723: Benzamide, 4-methyl-N-butyl- — ——
119.0 10.00 10.50
m/z 65.00 13.69%
5000
o0 148.0
65.0 ' 191.0
39.0 | | H
1 SR ] F | SRR SIS A — ——
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.998 2.87 ng 471692  Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octanoic acid 144 C8H1602 000124-07-2 45
Abundance Scan 1651 (11.998 min): BF129088.D\data.ms (-1645) (- m/z 73.00 100.00%
43.1 73.0
5000
129.0
213.2 o
| I M‘l ‘ 157.1185.1 256.1 12.00
0“WH‘“W‘ Jh Hﬂhmlu%uuu‘_m‘mu‘wu‘wh‘wuj_ m/z 43.10 93.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
97.0 157015502130 2560 m/z 60.00 88.92%
0 \H‘HH“}‘HH!H \H‘\\‘H\‘Hwh“‘\\”‘M\“\‘\\‘\H\‘HH‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.0
43.0 i
12.00
5000 129.0 m/z 57.10  75.04%
185.0
228.0
150 101.0 157.0
o gL . IS I MR S i N B
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid T
73.0 12.00
43.0 m/z 55.10 69.88%
5000 129.0
171.0
‘ 214.0
0 ‘H_‘1H‘i‘;‘ww“‘m“ ? A
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\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.786 3.46 ng 568045 Phenanthrene-d10 11.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1785 (12.786 min): BF129088.D\data.ms (-1779) (- m/z 43.10 100.00%

431
5000 129.1
30 185.1 241.2 T T
‘ ‘ ‘ 2843 12.50 13.00
- uWwa:M‘u¢‘u\‘u“up“ﬂ““34?9‘ m/z 73.00 97.03%
0

|
mi/z--> 5 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid

73.0
5000 = Bt
129.0 12.50 13.00
m/z 60.00 89.55%
29‘- h ‘ 18‘5.0 2410 28‘4.0
0+ \““L ‘\“M\M \‘ T \‘ T “ T \“ L I
50

-

-

miz--> 100 150 200 250 300 350
Abundance
73.0
= —
129.0 256.0 12.50 13.00
' m/z 57.10  82.90%
5000 213.0
29.0 171.0
oL Wb bl g bl VL
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid — —
73.0 12.50 13.00
m/z 55.05 74.16%
5000 129.0
29.0
‘ 199.0 242.0
SERE Y0P 0 Y it
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Butyl citrate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.880 2.14 ng 320193 Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 91
2 Adipic acid, isobutyl 2-octyl ester 314 C18H3404 1000324-44-5 64
3 Adipic acid, cycloheptyl isobuty... 298 C17H3004 1000324-71-5 64
4 Adipic acid, butyl 2-methylpent-... 286 C16H3004 1010353-55-8 56
5 Adipic acid, isobutyl pent-4-en-... 270 C15H2604 1000354-11-8 56
Abundance Scan 1801 (12.880 min): BF129088.D\data.ms (-1798) (- m/z 185.10 100.00%
185.1
129.0
5000
57.1 i
— —
259.1 12.50 13.00
obbbeu b b 12280 | 120,00 75.77%
m/z--> 50 100 150 200 250 300 350
Abundance #269580: Butyl citrate
185.0
129.0
5000 — —l
12.50 13.00
41.0 250.0 m/z 57.10  29.00%
‘ ‘ \\‘ W) | 361.i
O\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\’\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance
129.0
— ——
12.50 13.00
m/z 41.10 22.60%
5000 185.0
57.0
0 241.0
—— T e
m/z--> 50 100 150 200 250 300 350
Abundance #196824: Adipic acid, cycloheptyl isobutyl ester — —
129.0 12.50 13.00
m/z 111.00 12.01%
5000
185.0
55.0
ISR NRTRUTY 0 PR A M i O ¥ O |
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.410 3.98 ng 594747  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 1891 (13.410 min): BF129088.D\data.ms (-1885) (- m/z 57.10 100.00%
57.1
o AVWANW\AﬂJ\J“JAfx»fA
1350
41 1 ’
0l ‘L“ i H [ 1411831 2393 | 30923559 .. 7110  69.86%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
13.50
9.0 m/z 43.10 57.73%
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
13.50
5000 m/z 85.10 52.56%
0
0 141.0 183.0 225.0 267.0 338.0
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 13.50
m/z 55.10 23.02%
. WAJ\M\M\
ol L 7l M | 1410183.0225.0 267.0309.0 367
i by S EamsERCITE e S ——
m/z--> 50 100 150 200 250 300 350 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Triphenylphosphine oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.233 2.52 ng 377126  Chrysene-d12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
5 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28
Abundance Scan 2031 (14.233 min): BF129088.D\data.ms (-2026) (- m/z 277.05 100.00%
277.1
5000 L
77.0
‘ ‘ 152. 0 H 14 OO 14. 50
Ol 3820 41508 16 32,42
m/z--> 50 100 150 200 250 300 350 400
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —r— ——
14.00 14.50
77.0 199.0 m/z 198.9 21.63%
152.0
0 \2\7\.(\)"“\\‘\\‘\\\\““\\\“\H\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
277.0
— ‘
14. OO 14 50
5000 m/z 19.49%
7o 183.0
131.0
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-
277.0 14 OO 14 50
m/z 182.9 19.47%
5000
o 183.0
NI I, -
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\

BF129088.D
: 01 Jul 2022 12:56
: CG\JU
: N3543-01
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

KENS-062822-SB18-GW

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.692 4.74 ng 709171  Chrysene-di12 14.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Eicosane 282 C20H42 000112-95-8 90
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2109 (14.692 min): BF129088.D\data.ms (-2104) (- m/z 57.10 100.00%
57.1
o ka,ﬁjp/\«w/Jk‘ﬂyw\
1591 LT L
‘ ‘ 14.50 15.00
ot i 4 ‘w‘ ‘,u 2111 26518132 3971 ./, 43.10  71.55%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 —— —
14.50 15.00
m/z 71.10 70.74%
0 ‘ uh\ \h\ h‘ I \1690 225.0 295.0 367.0
\\\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
= —
14.50 15.00
5000 m/z 85.10 48.90%
282.0
113.0 169.0 2250
I N U
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl- T —
43.0 14.50 15.00
m/z 55.05 23.63%
5000
126.0 41g3.
Y D O X — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.292 4.97 ng 498884  Perylene-di12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2211 (15.292 min): BF129088.D\data.ms (-2205) (- m/z 57.10 100.00%

571.1
5000
9 1 T T T T T T
‘ | “ 530 2392 15.00 15.50
0 “‘mw LLLi411830 23922831 3580401 ... 7110 65.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — —
15.00 15.50
m/z 85.05 51.90%
WM‘A“%41018302250 296.0

T ‘ L ‘ L ’ L ‘ L ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance

o
N Lol
lo
(&1 I
2 L
o

15.00 15.50
5000 ITI/Z 43.10 51.77%
99.0
o 141.0183.0225.0 281.0 337.0 394.0
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane 7 —
57.0 15.00 15.50
m/z 55.00 19.12%
- /U\/LN\/,
41.0
ol LA M M‘,‘&?‘3‘92‘2‘59‘w_????w_ I
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 10 Octacosane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.974 2.14 ng 214537  Perylene-di2 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
2 Tetracontane 563 C40H82 004181-95-7 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 72
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 2327 (15.974 min): BF129088.D\data.ms (-2323) (- m/z 57.05 100.00%
57.0
16.00
7 1 .
211.2 281.1
owk‘wmuw W b 021416 m/z 71.10 71.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 T
16.00
m/z 43.10 52.24%
ol 1170 1670 2670 3650
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
16.00
5000 m/z 85.10 49,78%
127.0
0 197.0 267.0 337.0 407.0 477.0 562.(
R e e B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 16.00
m/z 55.05 22.86%
o W
0 l‘ J J JFfll | ‘197 0 296.0
R e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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 11 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.498 22.04 ng 2213520  Perylene-d12 15.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 99
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 90
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 50
5 Campesterol 400 C28H480 000474-62-4 49
Abundance Scan 2416 (16.498 min): BF129088.D\data.ms (-2406) (- m/z 43.10 100.00%
43.1
5000 107.1 W
——
|
Y m/z 55.85 70.92%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 e
145.0 414.0 16.50
2130 3030 m/z 57.05 68.20%
= ‘J“ | ‘M‘\“} “mh ‘L‘M‘w‘ b b \““h ‘.u“\‘ “d‘ : ‘ : }3‘5‘\4“0“\ ‘Mi “‘ —
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
——
16.50
m/z 107.10 50.42%
5000 105.0 /
159.0 414.0
213.0
273.0 329.0
O e AR T g e e b b
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 —
43.0 16.50
m/z 41.05 45.57%
5000 91.0 145.0 382.0
2130 4590
- —
m/z--> 0 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070122\
Data File : BF129088.D

Acqg On : 01 Jul 2022 12:56

Operator : CG\JU

Sample : N3543-01 :
Misc : KENS-062822-SB18-GW

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.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... 2.322 75.3 ng 7993630 1 6.957 2124590 20.0
Diethyltoluamide 10.375 9.7 ng 1571010 3 9.998 3226770 20.0
n-Hexadecanoic ... 11.998 2.9 ng 471692 4 11.492 3286330 20.0
Octadecanoic acid 12.786 3.5 ng 568045 4 11.492 3286330 20.0
Butyl citrate 12.880 2.1 ng 320193 5 14.139 2990810 20.0
Heneicosane 13.410 4.0 ng 594747 5 14.139 2990810 20.0
Triphenylphosph... 14.233 2.5 ng 377126 5 14.139 2990810 20.0
Hexacosane 14.692 4.7 ng 709171 5 14.139 2990810 20.0
Octacosane 15.292 5.0 ng 498884 6 15.663 2008250 20.0
Octacosane, 2-m... 15.974 2.1 ng 214537 6 15.663 2008250 20.0
.gamma.-Sitosterol 16.498 22.0 ng 2213520 6 15.663 2008250 20.0
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