LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124191.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 4 10 19 rVB 435426 566896 49.20% 6.266%
2 2.257 24 29 34 rBvV 18745 23379 2.03% 0.258%
3 2.975 146 151 156 rVB2 10380 15059 1.31% 0.166%
4 5.087 506 510 515 rvB 31252 36096 3.13% 0.399%
5 5.498 576 580 591 rBvV 958747 883605 76.69% 9.766%
6 6.510 747 752 759 rBV 831508 874978 75.94% 9.671%
7 6.863 808 812 815 rBB 335229 263030 22.83% 2.907%
8 7.428 903 908 911 rBV 621333 616238 53.49% 6.811%
9 8.145 1026 1030 1033 rBV 397896 310034 26.91% 3.427%
10 9.222 1208 1213 1216 rBV 1417414 1152162 100.00% 12.734%
11  9.898 1324 1328 1332 rBV 404199 325222 28.23% 3.594%
12 10.692 1459 1463 1466 rBV 644620 596871 51.80% 6.597%
13 11.245 1551 1557 1561 rBV3 8833 14224 1.23% 0.157%
14 11.386 1577 1581 1583 rBV 321866 265633 23.06%  2.936%
15 11.410 1583 1585 1588 rVB 83411 59036 5.12% 0.652%
16 11.774 1644 1647 1651 rVB2 24423 20210 1.75% 0.223%
17 11.998 1684 1685 1693 rVB4 14761 17785 1.54% 0.197%
18 12.486 1763 1768 1771 rBVS5 20655 25415 2.21% 0.281%
19 12.598 1784 1787 1793 rVB 100923 94727 8.22% 1.047%
20 12.792 1817 1820 1822 rBV 75391 61408 5.33% 0.679%
21 12.833 1822 1827 1831 rVB 78903 91738 7.96% 1.014%
22 12.974 1847 1851 1854 rBV 1066315 888438 77.11% 9.819%
23 13.157 1879 1882 1885 rVB5 15892 19444 1.69% 0.215%
24 13.468 1931 1935 1939 rBV 531754 417662 36.25% 4.616%
25 13.527 1942 1945 1949 rBV 73557 64288 5.58% 0.711%
26 13.827 1994 1996 1998 rBV3 17770 14308 1.24% 0.158%
27 13.892 2006 2007 2010 rBV3 22575 19229 1.67% 0.213%
28 14.033 2024 2031 2033 rBV 298372 323942 28.12%  3.580%
29 14.057 2033 2035 2039 rVB 40560 42753 3.71% 0.473%
30 14.798 2157 2161 2166 rBV 416159 459600 39.89% 5.080%
31 15.074 2206 2208 2213 rBV2 34047 57616 5.00% 0.637%
32 15.386 2259 2261 2265 rVB4 31667 25912 2.25% 0.286%
33 15.451 2269 2272 2277 rVB4 26369 36414 3.16% 0.402%
34 15.515 2279 2283 2288 rVV 189426 229438 19.91% 2.536%
35 16.480 2446 2447 2450 rBV3 15947 17961 1.56% 0.199%
36 16.992 2531 2534 2535 rBV3 15006 20187 1.75% 0.223%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc

ALS vial : 9 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-BF060321.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.080 2547 2549 2554 rVB6 16757 25372 2.20% 0.280%

38 17.251 2574 2578 2583 rBV8 16363 27448 2.38% 0.303%

39 17.450 2607 2612 2616 rBv8 13833 30111 2.61% 0.333%

40 18.450 2780 2782 2784 rBV3 12330 14024 1.22% 0.155%
Sum of corrected areas: 9047893
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\

BF124191.D
8 Jun 2021 21:17
Ju/CG

: M2629-01

: 9 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17

Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.146  43.10 ng 566896 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Propane, 1-ethoxy- 88 C5H120 000628-32-0 9
Abundance  Scan 10 (2.146 min): BF124191.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1
5000 43.0
55.1
87.1
AR AR R R
‘ ‘ 2.202.302.402.502.60
Obrerrererrrre e AL w2 a3.e0  44.28%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T I T [T T T[T T T
43.0 2.202.302.402.502.60
"~ 580 87.0 m/z 55.10 34.13%
29.0
O \\\‘\\\\‘\\\\‘\\\”"\\\\“‘}\‘\\‘\\!‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl-
73.0
AR e EARARRaRaREY
2.202.302.402.502.60
5000 m/z 87.10 26.27%
43.0
0 2.0 15\0 2%\0 H‘ 5\59 | 88.0
A A o e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol R ERRRE L amanaE
73.0 2.202.302.402.502.60
m/z 41.00 17.38%
87.0
41.0 55.0
5000
29.0
15.0 Mh ‘\ A
O e e e e e e RN n s RARRaRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60

8270-BF060321.M Wed Jun 09 13:55:39 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown5.087 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.087 2.74 ng 36096 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formamide, N-butyl- 101 C5H11NO 000871-71-6 38
2 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 510 (5.087 min): BF124191.D\data.ms (-506) (-) m/z 43.00 100.00%

43.0
59.1
5000
\\\‘\\\\‘\\\\‘\\\\‘\\/\\\
| 10‘1 1 4.80 5.00 5.20 5.40
Obrr et bl e m/z 59,10 59.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4070: Formamide, N-butyl-
30.0 58.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\f\\\
4.80 5.00 5.20 5.40
72.0 m/z 58.00  13.82%
410 )
o || ] T w0
O\H‘H‘H‘Hl\ \\H‘UH\‘H‘}\‘HH‘HH‘\\H‘HH}‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13680: 3-Heptanol, 4-methyl-
59.0
Ammm e
4.80 5.00 5.20 5.40
5000 m/z 101.10 12.50%
27.0 41.0
83.0 101.0
ot W__m\_‘\H_‘HMHu;ww_\w“\““1_1‘5;9‘1”23;9”
m/z--> lO 20 30 40 50 60 70 80 90 100110120130
Abundance #8346: 2-Hexanol, 2-methyl- A mmm
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.25%
5000
101.0
41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.468 25.79 ng 417662 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 Octanamide 143 C8H17NO 000629-01-6 64
4 7-Nonenamide 155 C9H17NO 090949-53-4 59
5 Dodecanamide 199 C12H25NO 001120-16-7 59

Abundance Scan 1935 (13.468 min): BF124191.D\data.ms (-1931) (- m/z 59.05 100.00%
59.0

5000 k
13.50
126.1 ‘ :
oh | ARy 166.1198.1230.1 2641 305 ;0 75 65 54.80%
m/z--> 50 100 150 200 250 300
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.05 48.41%
27,0
o L ALLPES, 1400 1800 2080 2810
m/z--> 50 100 150 200 250 300
Abundance #83609: Tetradecanamide
59.0
——
13.50
5000 ITI/Z 41.00 32.70%
0 7\\'0‘\“ M Wl 11\4.0 149.0 184.0 2270
T T T ‘\ ‘ \‘ \H\ “ T T T T ‘ T T T T ‘ T T \ T ‘ T T T T
m/z--> 50 100 150 200 250 300
Abundance #20317: Octanamide T
59.0 13.50
m/z 43.05 24.36%
5000
270‘“ | | 1000 1430
oHH"HHH‘HH_HWHH ——
mlz--> 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tetradecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.527 3.97 ng 64288 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 64
2 Nonanamide 157 C9H19NO 001120-07-6 64
3 Decanamide- 171 C1OH21NO 002319-29-1 64
4 Dodecanamide 199 C12H25NO 001120-16-7 64
5 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 64

Abundance Scan 1945 (13.527 min): BF124191.D\data.ms (-1942) (- m/z 58.95 100.00%

59.0
5000
.

[
128 0 1842 2402 302.- 13.50

ol M“W BBk d 2 LT myz 72,10 36.60%
m/z--> 100 150 200 250 300
Abundance #83608: Tetradecanamide
59.0
5000 \
1350

m/z 40.95 16.11%

T 2\7\O\H‘ ‘ h\ \‘ \9\ \1\28\(\) ‘ T \1-8\‘4.\.()“ f2\27\-(\) ‘ T T T T ‘ T
m/z--> 100 150 200 250 300
Abundance #29478: Nonanamide
59.0

o

13 50
5000 m/z 43.90 15.49%
o‘m\\w Lo 89 870
miz--> 100 150 200 250 300
Abundance #38977: Decanamide- R
59.0 13.50

m/z 55.10 14.63%

128.0 171.0
27,0] | 8607

O e
m/z--> 50 100 150 200 250 300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 13-Docosenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.798 40.06 ng 459600 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Hexadecanamide 255 C16H33NO 000629-54-9 78
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 76

Abundance Scan 2161 (14.798 min): BF124191.D\data.ms (-2157) (-} m/z 59.00 100.00%

59.0
5000
—— =
97.1
14.50 15.00
bt ‘J“““w“h} LA00 1058 2631 33T 7o) os sa.62%
m/z--> 50 100 150 200 250 300
Abundance #174697: 13-Docosenamide, (Z)-
59.0
5000 e o
137.0 /14'5055 10 15'23, 49%
97.0 . m/z . . 0
O LI ‘\“‘ ! \‘H‘\“H} W“‘ \h“\ ‘} “\ \]1-9\3‘.0\ \2\4.\0.‘0\ \\29\4‘-()\ ‘1 \‘\.
m/z--> 50 100 150 200 250 300
Abundance #128443: 9-Octadecenamide, (Z)-
59.0
—— —
14.50 15.00
5000 m/Z 41.10 29.99%
114.0 281.0
o199 | |, 1140100 ssm0zsm0 0
m/z--> 50 100 150 200 250 300
Abundance #83610: Tetradecanamide T T
59.0 14.50 15.00
m/z 69.05 27.63%
- WMNJLM
18.0 | || | 27° 1880 1840 220
et S N RN i S W — — ——
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl5.386 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.386 2.26 ng 25912 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrrolo[2,3-g]quinoline, 1,2,... 252 C17H2@N2 1000338-03-4 43
2 1-Amino-4-(phenylthio)isoquinoline 252 C15H12N2S 019653-19-1 38
3 1-(3-Hydroxy-3-methylbutyl)-3,6-... 252 C14H24N202 1000216-02-0 38
4 Thiazole, 2-amino-4-(4-biphenylyl)- 252 C15H12N2S 002834-79-9 38
5 Rhodium, [(1,2,5,6-.eta.)-1,5-cy... 252 C11H17Rh 012176-45-3 38
Abundance Scan 2261 (15.386 min): BF124191.D\data.ms (-2259) (-  m/z 252.05 100.00%
25p.1
5000 95.1 M
' sl A ‘{A‘ la
' 15.00 15.50
0! m/z 95.10 36.57%
miz--> 50 100 150 200 250 300
Abundance #104142: 1H-Pyrrolo[2,3-g]quinoline, 1,2,3,6,8,9-hexame
252.0
5000 — —
15.00 15.50
m/z 56.00 27.85%
126.0
39.0 77.0 “ 180.0
O——4 “ T \M“}M\‘\ T " T 1‘ \”“\ ‘H‘\H‘ LA AL B
miz--> 50 100 150 200 250 300
Abundance #103911: 1-Amino-4-(phenylthio)isoquinoline
252.0
— ——
15.00 15.50
5000 m/z 250.25 26.73%
131.0
280 780 L w09 |
miz--> 50 100 150 200 250 300
Abundance #103798: 1-(3-Hydroxy-3-methylbutyl)-3,6-diazahomoade
58.0 252.0 15.00 15.50
m/z 124.60  25.89%
5000
179.0
97.0 136.0
0! ‘M\“\‘ \“’\\ ‘\“H‘m‘l N‘M F&qumw i —— P R
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl7.080 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.080 2.21 ng 25372 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (tert-Butyl)[4-(tert-butylaminom... 282 C16H3ON2S 1000296-15-4 9
2 2-Cyclohexen-1-0l1, 2-methyl-5-(1... 208 C13H2002 000097-45-0 9

3 d-Mannitol, 1-thioheptyl-1-deoxy|[ 296 C13H2805S 1000154-77-4 9
4 2,4,6-0Octatrien-1-0l, 3,7-dimeth... 152 C10H160 089155-85-1 7

5 Carvyl propionate, cis- 208 C13H2002 145032-50-4 7

Abundance Scan 2549 (17.080 min): BF124191.D\data.ms (-2547) (- m/z 57.05 100.00%
57.0

5000 147.0
107.1 912
“ 2291 2810 328 —— :
LAl (T
0l I m/z 147.00  40.80%
miz--> 50 100 150 200 250 300
Abundance #129163: (tert-Butyl)[4-(tert-butylaminomethyl)-2,5-dimett
57.0 153.0
209.0
5000 - :
17.00
m/z 83.05 39.25%
Ot ‘ih““\ T \““‘l\:‘l_%‘[“(\)““\ M\‘\ T \“ ‘!‘ \“\ LA s B B
miz--> 50 100 150 200 250 300
Abundance #67760: 2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)
57.0
T \
5000 m/z 55.10 35.41%
65.0
olt® Mw ‘ 4 T80
miz-> 50 100 150 200 250 300
Abundance #140637: d-Mannitol, 1-thioheptyl-1-deoxy[ — ‘
57.0 17.00
m/z 131.05 35.36%
5000 147.0
3.0 187.0
ABLILEL [ 7290 20
ob—1 el Ak
m/z--> 50 100 150 200 250 300 17.00

8270-BF060321.M Wed Jun @9 13:55:43 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl7.250 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.250 2.39 ng 27448 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 d-Ribitol, 1,4-anhydro-1-C-(2,6-... 281 C13H19N304 133635-38-8 10
2 .beta.-Alanine, N-(2-furoyl)-, h... 281 C15H23NO4 1000321-97-7 9
3 Isopropylphosphonic acid, dibuty... 236 C11H2503P 000919-21-1 9
4 [2]Benzopyrano[4,3-b][1]benzopyr... 344 C19H2006 014991-62-9 7
5 5-(7-Isopropyl-10-methyl-1,5-dit... 344 C18H3202S2 1000189-29-2 5
Abundance Scan 2578 (17.250 min): BF124191.D\data.ms (-2574) (1 m/z 83.10 100.00%
3.1
137.2
5000 2251 281.1
44.1 79. 344.1
— ——
Li L | T e
oL L L m/z 57.18  88.47%
mlz--> 50 100 150 200 250 300 350
Abundance #128052: d-Ribitol, 1,4-anhydro-1-C-(2,6-diamino-3-pyrid
137.0 281.0
5000 — —
17.00 17.50
43.0 m/z 69.00 57.06%
| ‘ 82.0 ‘ 206.0
0 ‘\“ UH\‘MM“ il h‘\\“m ‘u\} \}h ‘\M‘M} I ‘\‘ —— i S - T
miz--> 50 100 150 200 250 300 350
Abundance  #128241: .beta.-Alanine, N-(2-furoyl)-, heptyl ester
95.0
— ——
186.0 17.00 17.50
5000 ’ m/z 95.00 51.24%
38.0 281.0
@0 |
) S TMTENEON S  EN + A IR ——
miz--> 50 100 150 200 250 300 350
Abundance #90269: Isopropylphosphonic acid, dibutyl ester — ——
125.0 17.00 17.50
m/z 137.20 50.79%
5000
41.0
‘ 83.0 181.0
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060821\
Data File : BF124191.D

Acqg On : 8 Jun 2021 21:17
Operator : JU/CG

Sample : M2629-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.146 43.1 ng 566896 1 6.863 263030 20.0
unknown5.087 5.087 2.7 ng 36096 1 6.863 263030 20.0
9-Octadecenamid... 13.468 25.8 ng 417662 5 14.033 323942 20.0
Tetradecanamide 13.527 4.0 ng 64288 5 14.033 323942 20.0
13-Docosenamide... 14.798 40.1 ng 459600 6 15.515 229438 20.0
unknown15.386 15.386 2.3 ng 25912 6 15.515 229438 20.0
unknownl7.080 17.080 2.2 ng 25372 6 15.515 229438 20.0
unknownl17.250 17.250 2.4 ng 27448 6 15.515 229438 20.0
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