LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc :

ALS Vvial : 12 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128603.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.057 468 471 478 rVB 32714 32120 1.40% 0.160%
2 5.498 542 546 562 rVB 2141629 2216304 96.64% 11.056%
3 5.610 562 565 569 rBV 34069 28947 1.26% 0.144%
4 6.528 716 721 729 rBV 2099735 2114345 92.19% 10.547%
5 6.586 729 731 734 rVB 45486 36205 1.58% 0.181%

6 6.839 771 774 778 rBV 741835 656913 28.64%
7 7.410 865 871 874 rBV 1553031 1496601 65.26%
8 8.128 989 993 996 rBV 953134 787388 34.33%
9 9.204 1170 1176 1179 rBV 2894116 2293351 100.00% 11.

9.880 1288 1291 1295 rBV 950172 793079 34.58%
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11 10.680 1423 1427 1438 rBV 1211754 1222467 53.30%
12 10.780 1442 1444 1453 rVB7 42253 100181 4.37%
13 11.016 1477 1484 1492 rVB7 51842 122778 5.35%
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14 11.369 1540 1544 1547 rBV 855187 697634 30.42% 480%
15 11.721 1601 1604 1607 rBv4 27200 31596 1.38% 158%
16 11.933 1634 1640 1643 rBV6 60791 143189 6.24% 0.714%
17 11.986 1646 1649 1654 rVVe 85971 177091 7.72% ©.883%
18 12.045 1657 1659 1662 rVV3 60422 83928 3.66% ©.419%
19 12.098 1665 1668 1671 rVv4 68742 99123  4.32% 0.494%
20 12.133 1671 1674 1684 rVB4 90637 189975 8.28%  0.948%

21 12.321 1704 1706 1713 rVB7 25873 44210 1.93%
22 12.574 1745 1749 1755 rVB3 450215 665193 29.01%
23 12.710 1768 1772 1781 rBV3 65908 154629 6.74%
24 12.815 1787 1790 1792 rBV 50205 53882 2.35%
25 12.957 1810 1814 1818 rBV 1904130 1674440 73.01%
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26 13.351 1877 1881 1885 rVB 304667 384407 16.76%
27 13.598 1918 1923 1930 rVB 603315 909823 39.67%
28 14.010 1990 1993 1997 rBV 570922 584308 25.48%
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29 14.062 1998 2002 2005 rVV3 282315 391351 17.06% 952%
30 14.115 2008 2011 2020 rVB 251789 306619 13.37% 530%
31 14.292 2037 2041 2045 rVB 303001 401728 17.52%  2.004%
32 14.721 2110 2114 2121 rBV3 204749 294165 12.83% 1.467%
33 14.974 2153 2157 2166 rVB2 195860 393291 17.15% 1.962%
34 15.486 2240 2244 2253 rVB 357763 465205 20.28% 2.321%

Sum of corrected areas: 20046466
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128603.D\data.ms
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7.410

1500000
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Abundance TIC: BF128603.D\data.ms
9.204
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12.957
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1500000

10.680

1000000 8128
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0=—— =T — T T T — — — — —
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Abundance TIC: BF128603.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownl®@.780 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.780 2.87 ng 100181  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, tridecyl ester 272 C16H3203 1000281-82-0 38
2 Hydroperoxide, 1-methylpentyl 118 C6H1402 024254-55-5 27
3 2-Heptene, 1-ethoxy-, (Z)- 142 C9H180 051149-74-7 27
4 2-Octanol 130 C8H180 000123-96-6 22
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 22

Abundance Scan 1444 (10.780 min): BF128603.D\data.ms (-1442) (- m/z 43.10 100.00%

43.1
5000
98.1
P e
ob— M Ly m/z 41.10 71.02%
miz--> 50 100 150 200 250 300
Abundance #163691: Methoxyacetic acid, tridecyl ester
43.0
5000 — —
10.50 11.00
85.0 m/z 45.10  64.83%
182.0
0 W %2\“5\? T \‘ | \2\27\0\‘ LA B e
miz--> 50 100 150 200 250 300
Abundance #10066: Hydroperoxide, 1-methylpentyl
43.0
P e
10.50 11.00
5000 m/Z 57.10 64.68%
‘ 85.0
AN 1 T
miz--> 50 100 150 200 250 300
Abundance #23053: 2-Heptene, 1-ethoxy-, (2)- — —
45.0 10.50 11.00
m/z 98.10 37.27%
5000 85.0
Il 142.0
] —— — —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownll.016 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.016 3.52 ng 122778  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 4-tridecyl e... 272 C16H3203 1000282-04-7 47
2 Methoxyacetic acid, 3-tetradecyl... 286 C17H3403 1000282-04-9 43
3 Methoxyacetic acid, 2-tridecyl e... 272 C16H3203 1000282-04-5 43
4 1-Butanamine, 4-methoxy- 103 C5H13NO 034039-36-6 27
5 Oxalic acid, cyclobutyl tetradec... 340 C20H3604 1000309-70-9 25
Abundance Scan 1484 (11.016 min): BF128603.D\data.ms (-1477) (. m/z 57.10 100.00%
57.1
5000
117.0
RN T
155.0 192.9 287.0 329.¢ 11.00
orﬂmﬂ% LiLich e b m/z 43.10 93.58%
miz--> 50 100 150 200 250 300
Abundance #163696: Methoxyacetic acid, 4-tridecyl ester
43.0
5000 80 — :
11.00
m/z 45.05 72.10%
27.0 183.0
0! N‘M‘MM‘ i ‘\\‘ P ‘\“ ‘\ ‘2‘27‘-9‘ ————
miz--> 50 100 150 200 250 300
Abundance #181681: Methoxyacetic acid, 3-tetradecyl ester
45.0
T T
11.00
5000 m/z 55.05 54.36%
85.0
. 197.0
miz--> 50 100 150 200 250 300
Abundance #163697: Methoxyacetic acid, 2-tridecyl ester —— ‘
7.0 11.00
m/z 71.10 50.18%
5000
99.0 183.0
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownl11.933 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.933 4.10 ng 143189  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 46
2 n-Decanoic acid 172 C10H2002 000334-48-5 46
3 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 38
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
5 Pentadecanoic acid 242 C15H3002 001002-84-2 27
Abundance Scan 1640 (11.933 min): BF128603.D\data.ms (-1634) (-] 57.10 100.00%
57.1
co00 M\A’\/\/
——
12.00

0’ m/z 41.10 91.25%

miz-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
41.0

5000 129.0 T ‘ T
171.0 12.00
214.0 m/z 43.10  87.27%
ob— ‘\‘ ‘HH h! um whu\ il “ ‘n“ L “‘ ’ “\‘ T
miz--> 50 100 150 200 250 300
Abundance #46961: n-Decanoic acid
60.0
12.‘00
5000 m/z 55.05  69.36%
129.0
oLb— H‘ ‘M h? \H \ I ‘ ‘ ]‘-7‘2 ‘O‘ A S SRR S
miz--> 50 100 150 200 250 300
Abundance #199410: Oxalic acid, dodecyl propyl ester —
43.0 12.00

) W.Aj\l\w
85.0
213.0
0 H ‘ i H‘ h " \‘h ‘\ \3ﬁ.\0 168 0 L

m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownll.986 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.986 5.08 ng 177091  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Fluoro-4-hydroxy-N-(1,3,4-thia... 290 C12H7FN402S 1000435-83-4 35
2 Cyclohexyl-15-crown-5 274 C14H2605 017454-48-7 14
31,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 14
4 1,3,4-Trimethoxy-butan-2-o0l 164 C7H1604 033469-04-4 14
5 Heptaethylene glycol monododecyl... 494 C26H5408 003055-97-8 14

Abundance Scan 1649 (11.986 min): BF128603.D\data.ms (-1646) (- m/z 45.10 100.00%

45.1
89.1 138.1
190.1
5000
—r
‘ 227.3 311. 12.00
oLl L mjz s7.10 90.25%
miz--> 50 100 150 200 250 300
Abundance #185903: 8-Fluoro-4-hydroxy-N-(1,3,4-thiadiazol-2-yl)quir
190.0
45.0
5000 T
107.0 12.00
m/z 89.10 68.44%
‘ L 290.0
O \‘ ‘M“H m\” \6\“ ‘\ ‘\‘ \ \‘ \‘2 0\ T T “ ‘ T T T T ‘ T T T T ‘ T T
miz-> 50 100 150 200 250 300
Abundance #165702: Cyclohexyl-15-crown-5
43.0
89.0 R
12.00
5000 m/z 138.85  67.03%
133.
Lo r
[o) ““MH‘ “‘M‘W““} “‘ih“h“‘”“ M ‘H‘ ; ‘\“ ‘ 231‘0‘ ‘27‘4‘0‘ —
miz-> 50 100 150 200 250 300
Abundance  #152472: 1,4,7,10,13,16-Hexaoxacyclooctadecane ——
45.0 12.00
m/z 43.10 61.65%
5000 89.0 M
133.0
0 m\‘H‘ M L MO 2210 2640 .
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownl2.045 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.045 2.41 ng 83928  Phenanthrene-d1e 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methoxyacetic acid, 3-pentadecyl... 300 C18H3603 1010282-05-2 38
2 Methoxyacetic acid, decyl ester 230 C13H2603 259141-02-1 35
3 Methoxyacetic acid, 3-tridecyl e... 272 C16H3203 1000282-04-6 35
4 Methoxyacetic acid, 3-tetradecyl... 286 C17H3403 1000282-04-9 35
5 Methoxyacetic acid, dodecyl ester 258 C15H3003 1000281-81-9 35

Abundance Scan 1659 (12.045 min): BF128603.D\data.ms (-1657) (1  m/z 45.10 100.00%
481

5000 84.1

?

12.00
m/z 57.10 70.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #199834: Methoxyacetic acid, 3-pentadecyl ester
458.0

o

?

5000 71.0
12.00

m/z 55.05 65.49%

a ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #111473: Methoxyacetic acid, decyl ester
45.0
U I
12.00
5000 ITI/Z 41.10 64.95%
71.0
H ‘ 7.0 140.0 185.0
0 el A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #163695: Methoxyacetic acid, 3-tridecyl ester —— ‘
45.0 12.00
m/z 43.10 52.86%
5000 MM
0 H“\ \ \ \9% \OH 270 1550 1830 2150
/ R L R ARRAESERAS S S —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28

Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: 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 unknownl2.098 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.098 2.84 ng 99123  Phenanthrene-d1e 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Imidazole, 1,4,5-trimethyl- 110 C6H1ON2 020185-22-2 43
2 3,4,5-Trimethylpyrazole 110 C6H1ON2 005519-42-6 43
3 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H1ON2 001072-91-9 38
4 4-Pyrimidinamine, 6-methyl- 109 C5H7N3 003435-28-7 18
5 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 18

Abundance Scan 1668 (12.098 min): BF128603.D\data.ms (-1665) (1  m/z 110.10 100.00%

110.1
43.1
5000
165.2

h | 79N9 | ‘ | fo‘” 24?'3 ( 12.00 12:50
\H ‘\H;HH‘\‘HHHMH‘M I ‘H‘h“ W\M‘M“ N \‘H‘\‘ ‘\ L - 289-; m/z 123.10 98.63%

m/z--> 50 100 150 200 250
Abundance #6489: Imidazole, 1,4,5-trimethyl-
110.0

o

5000 — ‘
42.0 12.00 12.50
m/z 109.05  88.28%
O T T T \“H““JM\ h\? \“h\ “ ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6480: 3,4,5-Trimethylpyrazole
109.0
*

12.00 12.50
5000 m/z 43.10 55.06%

o

68.0
- ‘ — — -
m/z--> 100 150 200 250

Abundance #6497: 1H-Pyrazole, 1,3,5-trimethyl- —— —
110.0 12.00 12.50
m/z 55.10 38.64%
5000
39.0
M‘ 68.0
oH“M‘Hu‘H_ ——————— e —
m/z--> 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28

Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: 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 unknownl2.133 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.133 5.45 ng 189975  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H1ON2 000931-36-2 41
2 3,4,5-Trimethylpyrazole 110 C6H1ON2 005519-42-6 38
3 Imidazole, 1,4,5-trimethyl- 110 C6H1ON2 020185-22-2 38
4 1H-Pyrazole, 1,3,5-trimethyl- 110 C6H1ON2 001072-91-9 38
5 2-Thiophenecarbonitrile 109 C5H3NS 001003-31-2 25

Abundance Scan 1674 (12.133 min): BF128603.D\data.ms (-1671) (1 m/z 110.10 100.00%
1

10.1
s000, 411
151'1 T ‘ T T ‘ T
207.1 249.2 12.00 12.50
Aol L s12. g
0k T R m/z 123.10  96.32%
miz--> 50 100 150 200 250 300
Abundance #6502: 1H-Imidazole, 2-ethyl-4-methyl-
109.0
5000 —r— —
12.00 12.50
54.0 m/z 109.10 90.13%
OL\S.\Q“\ w ’M‘\ ‘\ \“ \‘ ‘ H‘ T L ‘ T T T T ‘ L ‘ L ’ L
miz-> 50 100 150 200 250 300
Abundance #6480: 3,4,5-Trimethylpyrazole
109.0
—— —
12.00 12.50
5000 m/Z 41.10 49,92%
68.0
294,
miz--> 50 100 150 200 250 300
Abundance #6488: Imidazole, 1,4,5-trimethyl- —— ——
110.0 12.00 12.50
m/z 43.10 48.91%
5000
45.0 ‘
oww““‘,“‘m‘u‘”"HWHH‘HH‘HH,H —— ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 wunknownl2.574 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.574 19.07 ng 665193  Phenanthrene-di10 11.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoyl chloride 246 C14H27Cl0 000112-64-1 47
2 Pentylamine, N-acetyl-1-cyano- 154 C8H14N20 027395-08-0 38
3 Propionamide, 3-(1-piperidyl)- 156 C8H16N20 004269-30-1 35
4 3-Undecylthiophene 238 C15H26S 129607-86-9 35
5 3-Decylthiophene 224 C14H24s 065016-55-9 35

Abundance Scan 1749 (12.574 min): BF128603.D\data.ms (-1745) (-1 m/z 98.10 100.00%

55.1 981
5000
142.1 202.1
T
bl | bz
ol L. il 2649 8120 0 5519 99.11%
miz--> 50 100 150 200 250 300
Abundance #130780: Myristoyl chloride
41,0
98.0
5000 — :
12.50
211.0 m/z 41.10 78.74%
LA L, w0
oLt w"\‘h‘\ ““““”‘1“““““‘1 ‘d‘h‘ =] S I R
miz--> 50 100 150 200 250 300
Abundance #31973: Pentylamine, N-acetyl-1-cyano-
43.0 98.0
T T
12.50
5000 ITI/Z 43.10 54.08%
“ ‘ ‘ ‘ 139.0
R 0 o ——
miz--> 50 100 150 200 250 300
Abundance #33612: Propionamide, 3-(1-piperidyl)- 7
98.0 12.50
m/z 97.10 36.82%
5000
42.0
SRR
ob—Wph b M —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1H-Imidazole, 2-heptadecyl-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.710 5.29 ng 154629  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Imidazole, 2-heptadecyl-4,5-d... 308 C20H40N2 000105-28-2 53
2 2-Imidazoline, 2-undecyl- 224 C14H28N2 010443-61-5 53
3 Glyodin acetate 368 C22H44N202 000556-22-9 53
4 Rolicyprine 244 C14H16N202 002829-19-8 35
5 4-Methylproline 129 C6H11NO2 1000131-14-6 35

Abundance Scan 1772 (12 710 min): BF128603.D\data.ms (-1768) (1  m/z 84.05 100.00%

5000

%

191 1g50 2412 3113 4 12,50 13.00

0’ m/z 97.10 44.18%

mlz--> 50 100 150 200 250 300 350
Abundance  #209693: 1H-Imidazole, 2-heptadecyl-4,5-dihydro-
84.0
5000 e —
12.50 13.00
m/z 57.10 38.75%
43.0 139.0
0 A H\ L ! ‘ | ‘ [ 1950 265030H70
\\\\‘\\\ \\\\\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104416: 2-Imidazoline, 2-undecyl-
84.0
—— —
12.50 13.00
5000 m/z 43.10  37.46%
43.0 139.0
L o2
Y N 0 T -
miz--> 50 100 150 200 250 300 350
Abundance #277304: Glyodin acetate T T
84.0 12.50 13.00
m/z 41.10 35.17%
139.0
o il [ 1950 2650270
A P P
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\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknownl3.351 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.351 13.16 ng 384407 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoyl chloride 246 C14H27Cl0 000112-64-1 47
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 46
3 Undecanoyl chloride 204 C11H21Cl10 017746-05-3 43
4 3-Furanmethanol 98 C5H602 004412-91-3 38
5 2-(1-Methyl-3-butenyl)cyclohexanone 166 C11H180 1000424-67-7 38

Abundance Scan 1881 (13.351 min): BF128603.D\data.ms (-1877) (- m/z 55.10 100.00%

55.1 98.1
5000
142.1
— —r
13.00 13.50
194 2 237 1
ol “‘;‘MM . “H“ i ‘h‘ “ Lyonf 220, 2883 343 /s 98,10 94.49%
miz--> 50 100 150 200 250 300
Abundance #130780: Myristoyl chloride
41.0
98.0
5000 - Bt
13.00 13.50
211.0 m/z 41.1@  89.05%
0L ‘“H\HH u\‘” \uh Ly ‘d‘\‘.‘“‘\““““““‘
miz-> 50 100 150 200 250 300
Abundance #176218: cis-13-Octadecenoic acid
55.0
— —r
13.00 13.50
m/z 43.10 59.36%
5000 970 /
264.0
ols.0 JmﬂmemH‘%s?P‘%%zp“‘”‘ e MﬁMwWAA\MﬂWwMleWMN
miz-> 50 100 150 200 250 300
Abundance #79596: Undecanoyl chloride — —
55.0 98.0 13.00 13.50
m/z 69.10 39.04%
o NLM
169.0
ol2& Al JW“““ . — —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 unknown13.598 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.598 31.14 ng 909823  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhydroquinone, bis(2-methy... 278 C16H2204 1000463-14-5 47
2 2,5-Cyclohexadiene-1,4-dione, 2-... 138 C7H603 000615-91-8 46
3 N-(tert-Butyl)-1-cyclopropyl-2-m... 238 C13H22N202 1000458-30-5 43
4 2-Ethyl-3-methoxypyrazine 138 C7H1ON20 025680-58-4 42
5 (5R,8R,8aS)-8-Methyl-5-((Z)-non-... 263 C18H33N 1000367-14-0 40

Abundance Scan 1923 (13.598 min): BF128603.D\data.ms (-1918) (-  m/z 138.05 100.00%
138.1

5000

%

-
41 1 || e - | 1350 1400
L P A 220t 2788 84 ) 151,05 34.01%

miz--> 50 100 150 200 250 300
Abundance #170850: 2-Ethylhydroquinone, bis(2-methylpropionate)
138.0

5000 1
43.0 13.50 14.00
m/z 137.05 20.71%

ol i Joro | 2080 780

T T ‘ L ‘ T 1T T ‘ L ‘ L ‘ T T T ‘ L ‘

miz—-> 50 100 150 200 250 300

Abundance #19855: 2,5-Cyclohexadiene-1,4-dione, 2-hydroxy-5-mett
138.0

=T
13.50 14.00
5000 m/z 41.10 10.32%

28.0 69.0
0‘““w“u‘hM‘H““‘H‘“HH,HH‘HH
miz--> 50 100 150 200 250 300

Abundance #120701: N-(tert-Butyl)-1-cyclopropyl-2-methyl-5-oxopyrr
138.0

o

—
13.50 14.00
m/z 55.10 10.10%

5000
41.0

98.0
0 N A | 183.0 238.0
B e A o B B AL A S B A

7
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 12 Myristoyl chloride Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.063 13.40 ng 391351 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Myristoyl chloride 246 C14H27Cl0 000112-64-1 52
2 9H-Purine-6(1H)-thione, 9-(piper... 249 C11H15N5S 014133-14-3 43
3 (2,2,6,6-Tetramethylpiperid-4-yl... 242 C13H26N202 071866-09-6 38
4 Cyclohexene, 1-(1,1-dimethyletho... 154 C10H180 031053-82-4 38
5 Furan, 2,5-dihydro-3,4-dimethyl- 98 C6H100 053720-72-2 30

Abundance Scan 2002 (14.062 min): BF128603.D\data.ms (-1998) (-  m/z 55.10 100.00%

55.1 98.1
5000
152.1
T \
14.00
194.1  250.2
: “‘MJJM 21l . m/z 98.10 93.76%
mlz--> 50 100 150 200 250 300 350
Abundance #130780: Myristoyl chloride
41.0
98.0
5000 - :
14.00
211.0 m/z 41.10 82.87%
L L 1050
O+t ‘“‘\h‘\‘ ““‘\‘“\“““\“‘1 “‘\h\ | B L B B
m/z--> 50 100 150 200 250 300 350
Abundance #133966: 9H-Purine-6(1H)-thione, 9-(piperidinomethyl)-
98.0
T \
14.00
5000 m/z 43.10  69.86%
152.0
O bbb i 1950 2490
miz-> 50 100 150 200 250 300 350
Abundance #125744: (2,2,6,6-Tetramethylpiperid-4-yl-amino)acetic a —— ‘
98.0 14.00
m/z 69.10 41.97%
58.0
5000
155.0
) [y o
ol —bdwlds by LVt —
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 13 Triphenylphosphine oxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.115 10.50 ng 306619 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37

Abundance Scan 2011 (14.115 min): BF128603.D\data.ms (-2008) (-, m/z 277.10 100.00%
277.1

—

5000
77.0 — —
| ‘ 1521 ‘ H 14.00 14.50
) ST S NN “M od A 32813601 7 278,10 33.94%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 et e
14.00 14.50
77.0 199.0 m/z 77.05  23.67%
152.0
O \2\7\.()\‘}‘\\‘\\’\\\\““\\\“\U\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
—r —
14.00 14.50
5000 m/z 199.05 21.59%

183.0

270‘ Lol MO‘H Il “ ‘\\2280

m/z--> 50 100 150 200 250 300 350
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o
~
~
o

14.00 14.50
m/z 183.00  20.32%

5000

77.0 183.0
‘ ‘\ \\\\13 0 h HM L

L .
miz--> 50 100 150 200 250 300 350 14.00 14.50

—
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 14 (3R,5R,8aR)-3-Butyl-5-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.292 13.75 ng 401728  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,5R,8aR)-3-Butyl-5-methylocta... 195 C13H25N 053447-41-9 52
2 (5R,8R)-8-Methyl-5-pentyloctahyd... 289 C14H27N 117959-79-2 50
3 Gephyrotoxin 181b 181 C12H23N 120030-08-2 50
4 N-(tert-Butyl)-1-cyclopropyl-2-m... 238 C13H22N202 1000458-30-5 50
5 2,5-Cyclohexadiene-1,4-dione, 2-... 138 C7H603 000615-91-8 47
Abundance Scan 2041 (14.292 min): BF128603.D\data.ms (-2037) (.  m/z 138.05 100.00%
138.1
5000 i"
— —
70.1 ‘ 179.2 2771 14.00 14.50
bbb h B2 2352 2100 8342 pyz 151,05 37.16%
m/z--> 50 100 150 200 250 300 350
Abundance #70363: (3R,5R,8aR)-3-Butyl-5-methyloctahydroindolizine
138.0
5000 e —
14.00 14.50
m/z 137.05 18.50%
55‘.0 95.0 ‘ 189-0
O\\‘”\N\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #86423: (5R,8R)-8-Methyl-5-pentyloctahydroindolizine
138.0
— —
14.00 14.50
5000 m/z 70.10 9.62%
ettt
miz--> 50 100 150 200 250 300 350
Abundance #55890: Gephyrotoxin 181b 7 —
138.0 14.00 14.50
m/z 55.10 9.47%
- M
96.0
0 55.0‘ | | 181.0
— et e e
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 15 cis-10-Heptadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.721 10.07 ng 294165  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 70
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 66
3 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 64
4 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 62
5 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 50

Abundance Scan 2114 (14.721 min): BF128603.D\data.ms (-2110) (-] m/z 55.10 100.00%

55.1
98.1
5000
152.1
e e
14.50 15.00
194 1 250 1292 3
ol “‘H‘Hh“ H ‘“h‘ ““‘“““\ b i W SDp L EPE0339,:2 3861 0 43,10 87.84%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158391.: cis-10-Heptadecenoic acid
53.0
5000 e —
14.50 15.00
m/z 98.10 72.06%
o HH |usL0 2080”7
O \\‘\\“ “M\H“\“‘h\““h\“\‘\ \‘ M\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #212147: cis-11-Eicosenoic acid
55.0
e e
14.50 15.00
5000 m/z 41.18  67.72%
292.0
oL ‘\“ H\ I ‘ ‘\“‘M\\“M “‘Mmh \W‘ ‘m R ‘2?§‘0‘2‘5?‘0‘ . ‘L‘ R R
miz--> 50 100 150 200 250 300 350 400
Abundance #212148: cis-13-Eicosenoic acid —— —
55.0 14.50 15.00
m/z 57.10 52.65%
5000
\H i
bt AMMALARED, momozoo®™%
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\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 16 unknownl14.974 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.974 16.91 ng 393291  Perylene-d12 15.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (5R,8R,8aS)-5-((Z)-Hept-4-en-1-y... 235 C16H29N 109175-47-5 47
2 N-(tert-Butyl)-1-cyclopropyl-2-m... 238 C13H22N202 1000458-30-5 43
3 Pyridine-4-carboxamide, N-methyl... 289 C17H27N30 1000261-12-9 43
4 Gephyrotoxin 195b' 195 C13H25N 1000116-01-4 43
5 1-Alanine, N-(2-furoyl)-, octade... 435 C26H45N04 1000314-29-6 43

Abundance Scan 2157 (14.974 min): BF128603.D\data.ms (-2153) (1 m/z 138.05 100.00%

138.1
5000
43.1 1200
15.00
207.1 263.1 .
ol J‘Hh 1940 14 TS 20 8338 4290 .5 151.05  40.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117491: (5R,8R,8aS)-5-((Z)-Hept-4-en-1-yl)-8-methyloct
138.0
5000 T
15.00
m/z 137.05 17.16%
O \\\\‘“‘7\‘04';0\“\l\l\‘\“\\\\\‘\2\?,\5\.?\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #120701: N-(tert-Butyl)-1-cyclopropyl-2-methyl-5-oxopyrr
138.0
—
15.00
5000 m/z 43.10 14.19%
41.0
ol )4 910 2380
R e B e B O AL A S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #185280: Pyridine-4-carboxamide, N-methyl-N-(1,2,2,6,6- P
138.0 15.00
m/z 55.10 11.32%
5000
274.0
56.0
obtdibnl 930 L _
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF052622.M Wed Jun 01 16:47:00 2022 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128603.D

Acqg On : 31 May 2022 19:28
Operator : CG\JU

Sample : N3109-01

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
unknown10.780 10.780 2.9 ng 100181 4 11.368 697634 20.0
unknownl1.016 11.016 3.5 ng 122778 4 11.368 697634 20.0
unknown11.933 11.933 4.1 ng 143189 4 11.368 697634 20.0
unknown11.986 11.986 5.1 ng 177091 4 11.368 697634 20.0
unknown12.045 12.045 2.4 ng 83928 4 11.368 697634 20.0
unknownl12.098 12.098 2.8 ng 99123 4 11.368 697634 20.0
unknown12.133 12.133 5.5 ng 189975 4 11.368 697634 20.0
unknownl12.574 12.574 19.1 ng 665193 4 11.368 697634 20.0
1H-Imidazole, 2... 12.710 5.3 ng 154629 5 14.009 584308 20.0
unknownl13.351 13.351 13.2 ng 384407 5 14.009 584308 20.0
unknown13.598 13.598 31.1 ng 909823 5 14.009 584308 20.0
Myristoyl chloride 14.063 13.4 ng 391351 5 14.009 584308 20.0
Triphenylphosph... 14.115 10.5 ng 306619 5 14.009 584308 20.0
(3R,5R,8aR)-3-B... 14.292 13.8 ng 401728 5 14.009 584308 20.0
cis-10-Heptadec... 14.721 10.1 ng 294165 5 14.009 1584308 20.0
unknownl14.974 14.974 16.9 ng 393291 6 15.486 465205 20.0
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