LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc :

ALS Vvial : 10 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127016.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.699 233 240 248 rVB 506217 793862 2.44%  1.553%
2 4.634 377 399 401 rBV 8169100 32564998 100.00% 63.724%
3 5.199 481 495 498 rBV 3244714 8338457 25.61% 16.317%
4 6.916 784 787 791 rBV 564726 422272 1.30% 0.826%
5 7.240 838 842 845 rBV 1116997 923093 2.83% 1.806%
6 7.481 878 883 886 rBV 1530166 1292215 3.97% 2.529%
7 8.198 1001 1005 1008 rBV 717573 559309 1.72% 1.094%
8 9.275 1182 1188 1191 rBV 2889197 2292899 7.04% 4.487%
9 9.957 1300 1304 1307 rBV 740455 576701 1.77% 1.129%
10 10.986 1475 1479 1482 rVB 455557 337557 1.04% 0.661%
11 11.445 1554 1557 1560 rBV 605041 508810 1.56% 0.996%
12 13.033 1823 1827 1830 rVB 1976486 1564411 4.80% 3.061%
13 14.845 2132 2135 2151 rVB 393509 586378 1.80% 1.147%
14 15.592 2258 2262 2269 rVB 255489 341909 1.05% 0.669%

Sum of corrected areas: 51102871
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
BF127016.D

: 22 Feb 2022 18:50

. 10

¢ CG\JU
¢ N1626-15

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3.699

TIC: BF127016.D\data.ms
4.634

5.199

7.481
7.240

6.916

‘ T
2.40 2.60 2.8

3.00 3.20 3.40 3.60 3.

\
8

9.275

9.957

I

N
L L L L L I L L I L L L L L B L DR I BRI O

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

TIC: BF127016.D\data.ms

13.033

10.986 11.445

I U
9.50 10

14.845

.00

— L
10.50 11.00
TIC: BF127016.D\data.ms

—
.50

\ \ T T
11 12.00 12.50 13.00

15.592

13.

‘ T
50

T ‘ T
14.00

T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50

8270-BF021622.M Wed Feb 23 14:31:53 2022

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

Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.699 37.60 ng 793862 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 86
2 5-Hexen-2-one 98 C6H100 000109-49-9 47
3 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 30
4 2-Pentanone, 3-methylene- 98 C6H100 004359-77-7 17
5 Isoxazole, 5-methyl- 83 C4H5NO 005765-44-6 12
Abundance Scan 240 (3.699 min): BF127016.D\data.ms (-233) (-) m/z 43.05 100.00%
43.0
5000
R RRRE R A Eaa
55.1 83.1 3.40 3.60 3.80 4.00
L, .~ 671 \ 98.1 o
o+t e m/z 39.10 12.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000 LN L B B A B

3.40 3.60 3.80 4.00
m/z 83.10 12.14%

83.0
O\\\‘\\\\‘\?3\'?\\\\“‘\;\\‘5\?\.0\‘\§\7\.0‘\\\\‘\‘\\\‘\%%lﬁ\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3549: 5-Hexen-2-one
43.0
A RRaEEEEE T
3.40 3.60 3.80 4.00
5000 m z 55.10 7.89%
55.0
150 270
R A A L e E  REma
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3681: Methyl 1-methylcyclopropyl ketone  ARRRERaZEEE SRR
43.0 3.40 3.60 3.80 4.00

m/z 41.05 5.07%

5000
55.0
83.0 980 ﬂkww
oh 130 \\ il e90 ] I

m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50

Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.634 1542.37 ng 32565000 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78
Abundance Scan 399 (4.634 min): BF127016.D\data.ms (-377) (-) m/z 83.10 100.00%
e
55.0 31
5000 98.1
43.0 ’
A A ARRREE
‘ ‘ 67.1 4.40 4.60 4.80 5.00
Oy et e R m/z 55.05 82.04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
53.0 83.0
5000 L B I LA BN U
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 98.10 37.30%
« Al 670 ] ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RAAN SRR
290 43.0 4.40 4.60 4.80 5.00
5000 m/z 43.05 30.35%
98.0
15.0
\‘ \‘ M‘\ \\‘ I 67.0 I
L A EUNE M.
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A A RRRREEE
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.05 24.91%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“w“::“u‘:;lm;‘MWHWkulwmu‘uw SND L S —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.199 394.93 ng 8338460 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 495 (5.199 min): BF127016.D\data.ms (-481) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRR B PN
4.80 5.00 5.20 5.40 5.60
Ll \‘ 83.1 9
0 “““““‘u“ e m/z 59.10 68.08%
m/z--> 20 40 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L L B R
4.80 5.00 5. 20 5.40 5.60
101.0 m/z 101. 23.33%
270 ‘ 83.0 |
O\\\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #296: Guanidine
43.0 59.0
Ramas e A RaR R
4.80 5.00 5.20 5.40 5.60
5000 18.0 m/z 58.10 16.82%
S
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e A RAR R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 10.01%
5000 41.0 /\
0 \H\‘ \‘M ‘ 12\6'0 142.0

m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.240 43.72 ng 923093 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 94
2 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 59
3 2-Cyclopenten-1-one 82 C5H60 000930-30-3 50
4 Betazole 111 C5HSN3 000105-20-4 49
5 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 43
Abundance Scan 842 (7.240 min): BF127016.D\data.ms (-838) (-) m/z 82.10 100.00%
82.1
5000
39.1 41 110.1 )
R EAREmEE L
7.00 7.20 7.40 7.60
Obrerrrrrrerreribereic sl ot 2 m/z 54.10  34.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #6618: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 UL L B I IR LN B
39.0 110.0 7.00 7.20 7.40 7.60
540 m/z 116.10  32.95%
O 15.0 ‘\H’HH‘HH"HH‘HH’HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1313: 1H-Pyrazole, 3-methyl-
82.0
R ARERAmaREEE
7.00 7.20 7.40 7.60
5000 m/z 39.10 30.69%
54.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #1341: 2-Cyclopenten-1-one PG A ENN S B |
82.0 7.00 7.20 7.40 7.60
39.0 m/z 53.10 10.11%
5000
54.0
NN L E— el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2-Butanamine, N-methyl-N-ni... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.986  13.27 ng 337557  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanamine, N-methyl-N-nitroso- 116 C5H12N20 035606-37-2 50
2 Oxaziridine, 2-methyl-3-propyl- 101 C5H11NO 058751-77-2 43
3 1,4,7-Trioxa-10-azacyclododecane 175 C8H17NO3 041775-76-2 23
4 N1-(4-hydroxybutyl)-N3-methylgua... 205 C8H19N303 1010188-13-5 23
5 1,3-Dibutoxy-2-propanol 204 C11H2403 002216-77-5 12

Abundance Scan 1479 (10.986 min): BF127016.D\data.ms (-1475) (- m/z 57.10 100.00%
57.1

5000
86.0
116.1
=
39 ‘ ‘ 159.1 11.00
o — Hm,m‘wmmu_‘11‘4‘1‘11‘””_‘17@"1‘ m/z 42.10 67.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9071: 2-Butanamine, N-methyl-N-nitroso-
57.0
5000 T
116.0 11.00

30.0 87.0

. ‘ : m/z 86.00 35.89%
O \‘i T e \H‘\‘ T (e “ T L L L B
2

m/z--> 0 40 60 80 100 120 140 160 180
Abundance #4622: Oxaziridine, 2-methyl-3-propyl-
42.0
-
11.00
5000 ITI/Z 41.05 34.67%
73.0
101.0
omw‘H“_m,“m‘Mm_m_m_”w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50355: 1,4,7-Trioxa-10-azacyclododecane -
57.0 11.00
86.0 m/z 43.10 33.26%
5000
118.0
‘ 144.0 175.0
0! “n“uH‘w‘_w\w‘!“m‘m‘w L
m/z--> 20 40 60 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.845 34.30 ng 586378 Perylene-d12 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 87
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Palmitoleamide 253 C16H31NO 106010-22-4 64
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59

Abundance Scan 2135 (14.845 min): BF127016.D\data.ms (-2132) (-,  m/z 59.05 100.00%

59.0
5000

H 1450 1500
BE T (46712121 2631 3203 4114 0 7310 61.67%

mlz--> 50 100 150 200 250 300 350 400
Abundance #245084: 13-Docosenamide, (Z)-
59.0

5000
14 50 15 00
m/z 55.10 55.54%

o

137.0

o

. 19302400 20103370
‘\\!\‘\\\‘\\\\‘\Y\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— 7
14.50 15.00
5000 m/z 41.10 34.41%
oL L“ \“\H‘ H‘ \‘M M‘l \‘\H‘l“u‘ “1\8\4"?\ T ‘2‘8“1‘(_‘)‘ L B B B WJMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #108043: Tetradecanamide “ —
59.0 14.50 15.00

m/z 43.10 28.73%

. M

L oEp | 1880

Al al | 1 L
L I I L B L L L L L BB

‘\ T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127016.D

Acqg On : 22 Feb 2022 18:50
Operator : CG\JU

Sample : N1626-15

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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|
4-Penten-2-one,... 3.699 37.6 ng 793862 1 6.916 422272 20.0
3-Penten-2-one,... 4.634 1542.4 ng 32565000 1 6.916 422272 20.0
2-Pentanone, 4-... 5.199 394.9 ng 8338460 1 6.916 422272 20.0
2-Cyclohexen-1-... 7.240 43.7 ng 923093 1 6.916 422272 20.0
2-Butanamine, N... 10.986 13.3 ng 337557 4 11.445 508810 20.0
13-Docosenamide... 14.845 34.3 ng 586378 6 15.592 341909 20.0
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