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Smoothing :
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7 13.171
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9 15.903
10 16.038
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12 17.289
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LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\

BGO57925.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 30 Jun 2023 19:03
: CG/JU
: 03358-06

: 8 Sample Multiplier: 1

rteint.p

: TIC: BGB57925.D\data.ms

irst max 1
scan scan s

1290 1298 1
1709 1716 1
1944 1951 1
2175 2181 2
2197 2204 2

2271 2277 2
2411 2417 2
2563 2568 2
2857 2863 2
3078 3082 3

3092 3096 3
3134 3141 3
3170 3173 3
3271 3275 3
3381 3387 3

3666 3676 3

ast
can

308
727
960
197
216

284
425
586
869
090

106
149
179
280
399

691

Sum

PK
TY

rVB
rBv
rBv
rBv
rBv

rBv
rvB
rVB
rvVB
rBv

rVB
rBv
rBv
rBv

rBv3

rvVB
rBv
rVB

rVB2
rVB3

rVB

of corrected areas:

peak
height
30292
716959
712186
150861
407521

207732
1123669
373396
242131
1048676

27223
536975
110404

2245912

58242

21341
515371
32743
36708
72753

338050

8270-BG062723.M Tue Jul 04 12:46:20 2023

Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057925.D\data.ms

2000000
1500000

1000000
5.485 7.078

500000 9.075
7912 10.715
¥ 5.015

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057925.D\data.ms

19.910
2000000

1500000

13171 16.038

1000000

17.289 21.543

500000 14551

15.9

18.176
0 16.467 21731 2233

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057925.D\data.ms
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.015 3.79 ng 46664 1,4-Dichlorobenzene-d4 7.912

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 27
5 1,2-Butanediol 90 C4H1002 000584-03-2 23
Abundance Scan 328 (5.015 min): BG057925.D\data.ms (-323) (-) m/z 42.95 100.00%
43.0
59.0
5000

100.9 e T T

83.0 4.60 4.80 5.00 5.20 5.40
oH_Hwmwwu‘\mww!;w‘mwu{”w:_m,‘ m/z 59.00  64.99%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 BB B e e e e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 100.90  19.12%
31.0 ‘ 101.0
0\\‘\\\\‘\\\‘““\\\\““\i\\‘\\‘\\‘\\\\‘\\\\?:\3‘\-0\\‘\\\\“\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9522: 2-Pentanol, 2,4-dimethyl-
59.0
REaas R o
4.60 4.80 5.00 5.20 5.40
5000 m/z 57.95 12.95%
43.0 101.0
0H‘1”5:9‘mw“wu‘mww‘uHZ?:QWwaww,‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 40.95 7.14%
5000
410 101.0
o 130 200l 710,880 |
mlz--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.903 11.32 ng 334724  Acenaphthene-d10 14.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 59
3 Azobenzene, (E)- 182 C12H1@ON2 017082-12-1 50
4 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 50
5 Benzoyl isothiocyanate 163 C8H5NOS 000532-55-8 47
Abundance Scan 2181 (15.903 min): BG057925.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— ——
15.50 16.00
152.0
0l el 1260 Ol m/z 77.e0  65.39%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — .
15.50 16.00
510 m/z 182.00  51.86%
0 ZZO . ‘ ullt 126.0 15%0 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
— —
182.0 15.50 16.00
5000 m/z 51.00 26.60%
51.0 105.0
0l270 | 1280 1920
L L e O L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)- — e
77.0 15.50 16.00
m/z 181.00 8.67%
5000
51.0 182.0
0 270 | 105.0 128.0 15%_0 |
T R Emama — T
miz--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.176 5.72 ng 232573  Phenanthrene-di10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 83

Abundance Scan 2568 (18.176 min): BG057925.D\data.ms (-2563) (+ | m/z 73.00 100.00%

43.0 |73.0
5000 129.0
213.1 e,

157.0 ‘ PR
| ‘ “ | ‘ ‘18‘5-1 2561 18.00 18.50
[N “m“‘ w‘wmm‘w‘HH_m‘waml_ m/z 60.00  96.02%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 2
43.0 73.0 956.0
5000 —— ooy
129.0 18.00 18.50
m/z 43.00  94.22%

[ I

213.0
‘ H (ﬂ 157.0185.0 ‘
01\?‘0\\\\ HH\H “‘\‘HH\\\““HH‘N“\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance 126199: Pentadecanoic acid
43.0 ,73.0

#
T T
18.00 18.50
5000 129.0 m/z 57.00 78.55%
199.0
e e

onsel MM AKA S T L, |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid S o
43.0 73.0 18.00 18.50

m/z 55.00 70.65%

5000 129.0
171.0
214.0
150“ ‘\ \‘ I \\‘ HW ?H\ gl [ ‘ ‘ ‘ ; ; . .

\ \
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.196 2.35 ng 96919  Chrysene-d12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 87
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 87
3 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 74
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 74

Abundance Scan 3082 (21.196 min): BG057925.D\data.ms (-3078) (+ | m/z 57.00 100.00%

57.0
5000

—— —
21.00 21.50
39.0 |

0 “p‘1899‘1 ????‘%§3p“‘349] m/z 43.00 64.91%

m/z--> 50 100 150 200 250 300

Abundance #104594: Cyclohexadecane

55.0
97.0

21.00 21.50

5000 —— —
d

m/z 55.00 54.28%
\H

39 0 224‘1.0
h u
T \ \ ‘ Ll T \ \ \ L ’ T T T ‘ T T T
miz-—-> 100 150 200 250 300
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0

—
21.00 21.50
5000 97.0 m/z 71.00 51.39%

7.
139.0
1820 2240  280.0
miz—-> 50 100 150 200 250 300

Abundance #265881: Oxalic acid, isobutyl pentadecyl ester T T
57.0 21.00 21.50

m/z 83.00  45.85%

. HMJ\k«wM
| MJ‘M 1480 2100 2950

oL e R IR —— ——
miz--> 50 100 150 200 250 300 21.00 21.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.988 4.67 ng 192451  Chrysene-di12 21.543
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
2 Palmitoleamide 253 C16H31NO 106010-22-4 81
3 9-Octadecenamide 281 C18H35NO 003322-62-1 59
4 Dodecanamide 199 C12H25NO 001120-16-7 49
5 2,11-Dimethyl-2,11-dodecanediol 230 C14H3002 022092-59-7 38

Abundance Scan 3387 (22.988 min): BG057925.D\data.ms (-3381) (- | m/z 59.00 100.00%
59.0

5000

—

23.00

154.0 207.0 2531 294.1
m/z 72.00 63.73%

0,
miz--> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-

59.0

A mak
L

—

5000
23.00

m/z 57.00 62.46%

o8 gﬁ‘ 4 1400 1840 2380 2810
N T T ‘ T T T ‘ T T T ‘ T T T ‘ T T 1
m/z--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide
59.0
\

23.00

5000 m/z 55.00 56.75%
‘ h 126.0
oL lllgao " 1680 2100 2530
m/z--> 50 100 150 200 250 300
Abundance #174772: 9-Octadecenamide T
59.0 23.00

m/z 43.00 49.97%

- WMWWJWM%W/kWNNVWMMmW
97.0
[

6.0 1780 2200 2810

ol ‘ i u\m M

m/z--> 100 150 200 250 300 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG063023\
Data File : BG®57925.D

Acqg On : 30 Jun 2023 19:03
Operator : CG/JU

Sample : 03358-06

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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|
2-Pentanone, 4-... 5.015 3.8 ng 46664 1 7.912 246458 20.0
Benzophenone 15.903 11.3 ng 334724 3 14.551 591175 20.0
n-Hexadecanoic ... 18.176 5.7 ng 232573 4 17.289 813814 20.0
Cyclohexadecane 21.196 2.4 ng 96919 5 21.543 824217 20.0
9-Octadecenamid... 22.988 4.7 ng 192451 5 21.543 824217 20.0
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