LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134038.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.169 7 14 28 rVB 660172 997912 26.34% 4.256%
2 5.099 508 512 521 rVB 126062 186172 4.91% 0.794%
3 5.487 573 578 581 rBV 3167556 3249609 85.78% 13.860%
4 6.487 742 748 751 rBV 3114487 3237331 85.45% 13.807%
5 6.845 805 809 815 rBV 902952 721844 19.05% 3.079%

6 7.410 900 905 908 rBV 2395022 2186382 57.71% 9.325%
7 8.122 1023 1026 1030 rBV 1119442 962034 25.39% 4.103%
8 9.204 1206 1210 1213 rBV 4591936 3788367 100.00% 16.158%
9 9.881 1322 1325 1334 rBV 1139989 930178 24.55% 3.967%

10 10.598 1444 1447 1453 rBV 305991 243883 6.44%  1.040%
11 10.675 1456 1460 1473 rBV 1869367 1722343 45.46% 346%

12 11.375 1575 1579 1586 rBV ~ 858742 752093 19.85%
13 11.904 1666 1669 1678 rBV2 36822 63391 1.67%
14 12.975 1847 1851 1854 rBV 3374750 3004082 79.30% 1
15 13.892 2003 2007 2017 rBV2 116608 248919 6.57%

P NO W
N
N
[
B

16 14.033 2028 2031 2039 rVB 538294 540294 14.26%
17 14.804 2159 2162 2169 rBV2 74998 102784  2.71%
18 15.174 2223 2225 2230 rVB2 56227 70209 1.85%
19 15.539 2283 2287 2297 rVB 311740 438551 11.58%

P OON
N
Xe]
]
R

Sum of corrected areas: 23446378
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134038.D\data.ms

4000000
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3000000
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5.099
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 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 TIC: BF134038.D\data.ms
9.204

4000000
12.975

3000000
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8.122 9.881
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Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF134038.D\data.ms
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14.033 15.539

13.892 14.804 15.174
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T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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.
2.169 27.65 ng 997912  1,4-Dichlorobenzene-d4 6.845

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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 14 (2.169 min): BF134038.D\data.ms (-7) (-) m/z 73.05 100.00%
73.0
5000 43.0 ]\

87-1 \H‘\\H‘HH‘\H\‘\H\‘H\

‘ k | 2.202.302.402.502.60

Ol e S Mg e m/z 43.00 44.82%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T[T T[T T[T T [ T[Tt
43.0 2.202.302.402.502.60
87.0 m/z 55.05 30.62%
h\ \‘ 90 I
O\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 A e L RRa——
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 24.62%
27.0
0 1], ‘ 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘HV‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl- R RARaR

73.0 2.202.302.402.502.60
m/z 41.00 15.26%

5000
55.0
\M T 98.0 115.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.099 5.16 ng 186172 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 512 (5.099 min): BF134038.D\data.ms (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 LI L B B R
4.80 5.00 5.20 5.40
1l \‘ 83.0 9
-t m/z 59.00 51.90%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B B LA R
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.47%
15.0 101.0
‘ T | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AR ARAREERE T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.37%
| LT
ol Wl L T
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R R N
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.54%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 AR NS AR TSR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.598 5.24 ng 243883  Acenaphthene-di10 9.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 58
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 50
Abundance Scan 1447 (10.598 min): BF134038.D\data.ms (-1444) (-] ' m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.0
b bt A28 RS L miz 76.95  64.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 e —
10.50 11.00
51.0 m/z 182.10  51.47%
270 | A | 1260 1520 |
O‘\\\\“\\\\’\\\‘\‘\\\\’\\\\‘\\\\’\\\‘\‘\\\\‘\\\

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58785: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile
105.0

T
77.0 10.50 11.00
5000 ITI/Z 50.95 31.05%
51.0
ol b1 1280 1500 OO
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone T ‘
105.0 10.50 11.00
183.0 m/z 50.00 9.40%
77.0 ’
5000 51.0
0 ‘\ H\‘ ‘ 127'0 154.0 L
R I B e RN ——h —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50

Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 5-Eicosene, (E)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.892 9.21 ng 248919  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Tricosene 322 C23H46 018835-32-0 97
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
4 1-Eicosene 280 C20H40 003452-07-1 95
5 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 94

Abundance Scan 2007 (13.892 min): BF134038.D\data.ms (-2003) (- m/z 43.10 100.00%

43.1
5000
251 . A
13.50 14.00
[o) m— ‘\‘ M \H\ “\ Ll M\ 176‘0 8‘1‘9f‘1“‘(‘) 2301 26‘8‘9‘3‘06‘?" m/Z 57.10 99.93Y%
miz-> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — ——
13.50 14.00
m/z 55.00 85.47%
nmn ‘\‘ | 1390 1820 2230  280.0

22.\£ |

miz--> 50 100 150 200 250 300

o

oy

Abundance #227233: 1-Tricosene
57.0
97.0
13.50 14.00
5000 ITI/Z 83.05 74 .71%
0 J\ ) “ ‘h r 1820 2240 2800 322(
e —— e ‘
m/z--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)- — —
57.0 13.50 14.00
m/z 69.10 71.29%
97.0
5000
0240( | ‘“‘ 1 1390 1820 2240 2800
il L ‘ A — ——
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\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 13-Docosenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.804 4.69 ng 102784  Perylene-di2 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 83
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 80
3 Palmitoleamide 253 C16H31NO 106010-22-4 80
4 Tetradecanamide 227 C14H29NO 000638-58-4 52
5 Octadecanamide 283 C18H37NO 000124-26-5 45
Abundance Scan 2162 (14.804 min): BF134038.D\data.ms (-2159) (- m/z 58.95 100.00%
59.0
5000
‘ 1010 2610 3373351 14.50 15.00
ol——rd i ©m/z 72.00  74.06%
miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0
5000 e o Ao,
137.0 14.50 15.00
m/z 55.00 55.91%
337.0
0 T ‘\“‘ H \MH\“H} ”“‘ h“ M ‘\ \179\3’9 \2\4.\() 0\ \2\9\4‘(\)\ \‘\ ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
— ——
14.50 15.00
5000 m/z 41.00 40.27%
018- i ﬁz‘GO _184.0 238.0281.0
- \‘\\\\\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #139496: Palmitoleamide “ T
59.0 14.50 15.00
m/z 43.00 36.96%
5000
ool S amomoozmo
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.174 3.20 ng 70209  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 92
3 Docosane 310 C22H46 000629-97-0 91
4 9-Methylheneicosane 310 C22H46 070475-51-3 90
5 Tricosane 324 C23H48 000638-67-5 89

Abundance Scan 2225 (15.174 min): BF134038.D\data.ms (-2223) (-} | m/z 57.10 100.00%

57.1
5000

—
‘ N H 91 1911 2651 3162 368.: 15.00 15.50
— “M ‘MM\‘\‘\ \‘H\‘ [y \ m \‘Ih‘h T by PVt m/z 71.10 9. 46%

mi/z--> 100 150 200 250 300 350
Abundance #158599: Nonadecane
57.0

o

5000 T ——
15.00 15.50
268.0 m/z 43.10 46.84%
J h | ‘ | 111018309259 ‘
O\\\\ ““ f“\‘\‘“\“\\‘\"1‘\‘\\‘\‘\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance #123958: Heptadecane
57.0
— —
15.00 15.50
5000 ITI/Z 85.05 39.71%
lsg ) [T amoumo o0
m/z--> 0 100 150 200 250 300 350
Abundance #212280: Docosane T —
57.0 15.00 15.50
m/z 55.10 17.95%
310.0
141.0 183.0
oLl ooty [
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062923\
Data File : BF134038.D

Acqg On : 29 Jun 2023 15:50
Operator : CG\JU

Sample : 03336-07

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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... 2.169 27.6 ng 997912 1 6.845 721844 20.0
2-Pentanone, 4-... 5.099 5.2 ng 186172 1 6.845 721844 20.0
Benzophenone 10.598 5.2 ng 243883 3 9.881 930178 20.0
5-Eicosene, (E)- 13.892 9.2 ng 248919 5 14.039 540294 20.0
13-Docosenamide... 14.804 4.7 ng 102784 6 15.539 438551 20.0
Nonadecane 15.174 3.2 ng 70209 6 15.539 438551 20.0
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