LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc :

ALS Vvial : 11 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133525.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.051 498 504 512 rVB 90443 113854 3.45% 0.470%
2 5.445 565 571 574 rBV 3027361 2945350 89.13% 12.153%
3 6.457 737 743 746 rBV 2927127 3081530 93.25% 12.715%
4 6.833 803 807 810 rBV 1014025 909782 27.53%  3.754%
5 7.392 897 902 905 rBV 1955040 1783885 53.98% 7.360%

6 8.116 1021 1025 1028 rBV 1414301 1185547 35.88%  4.892%
7 9.192 1204 1208 1211 rVB 3655731 2962697 89.65% 12.224%
8 9.869 1319 1323 1326 rBV 1624748 1257158 38.04% 5.187%
9 10.586 1441 1445 1448 rBV 378574 293088 8.87% 1.209%
10 10.657 1453 1457 1460 rBV 2501225 2219418 67.16% 9.157%
11 11.357 1572 1576 1579 rBV 1640944 1347053 40.76% 5.558%
12 11.886 1662 1666 1670 rBV 255597 228688 6.92% 0.944%
13 12.674 1795 1800 1805 rBV3 40956 50130 1.52% 0.207%
14 12.951 1842 1847 1850 rBV 3304893 3304560 100.00% 13.635%
15 13.180 1881 1886 1889 rBV 35598 35754 1.08% 0.148%

16 13.851 1997 2000 2014 rBV 199359 331542 10.03%

17 13.998 2021 2025 2028 rBV 1270526 1122154 33.96% 630%
18 14.174 2051 2055 2065 rVB 48898 53795 1.63%
19 14.480 2103 2107 2119 rBV 45187 60526 1.83% 250%

OO0 bR
N
N
N
R

20 14.762 2151 2155 2157 rBV 138870 139458 4.22%

21 15.456 2268 2273 2278 rBV 659171 810248 24.52%  3.343%

Sum of corrected areas: 24236217
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 30 May 2023 16:48
¢ CG\JU
. 02957-04

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
BF133525.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 5
R.T. EstConc Area Relative to ISTD R.T.
5.051 2.50 ng 113854 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 30
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 504 (5.051 min): BF133525.D\data.ms (-498) (-) m/z 43.00 100.00%

3.0
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bt et T L m/z 59.00  46.26%
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Abundance #4528: 2,3-Butanedione, monooxime
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2
R.T. EstConc Area Relative to ISTD R.T.
10.586 4.66 ng 293088  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Vinyl benzoate 148 C9H802 000769-78-8 47
3 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 47
4 N-Methylbenzamide, N-chlorodiflu... 247 C10H8C1F2NO2  1000446-98-2 47
5 N-Methoxy-N-methylbenzamide 165 CSH11NO2 006919-61-5 47
Abundance Scan 1445 (10.586 min): BF133525.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
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N T
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152.1
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ozo | 1820
\\\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\’1\\\’\\\\’
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Abundance #26899: Vinyl benzoate
105.0
RN T
77.0 10.50
5000 m/z 50.95 26.69%
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15.0 ‘ 148.0
ot rrrpr et e e e e
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Abundance #90575: 1-Propanone, 2-bromo-1-phenyl- —r— ‘
105.0 10.50
m/z 50.00 8.24%
77.0
5000
51.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.886 3.40 ng 228688  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Isopropyl palmitate 298 C19H3802 000142-91-6 64
Abundance Scan 1666 (11.886 min): BF133525.D\data.ms (-1662) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
== e
213.2
\‘\ 101.0 171.2 256.1 11.50 12.00
Ol m/z 73.00 90.06%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 1
11.50 12.00
157.01g5 2130  256.0 m/z 60.00 87.32%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— S
11.50 12.00
5000 129.0 m/z 57.05 75.87%
199.0
s ) e T
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
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Abundance #92063: Tridecanoic acid = ]
3
43.0 73.0 11.50 12.00
m/z 55.00 74.81%
5000 129.0
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214.0
0150? = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Hexacosyl trifluoroacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.851 5.91 ng 331542  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2000 (13.851 min): BF133525.D\data.ms (-1997) (- m/z 57.10 100.00%
57.1
111 1 L et
13.50 14.00
248 3
ow'l1682 m/z 43.05 89.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333669: Hexacosyl trifluoroacetate
57.0
5000 = essss:
111.0 13.50 14.00
m/z 55.00  65.55%
olLLid ‘ 1 ‘h |167:0 222.0 278.0 336.0_ 409.0460.0
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate
57.0
— —
13.50 14.00
m/z 83.05 56.36%
5000 111.0
0 \J 1l H\ ‘\ \h f ‘\\ A‘lllw6\7 0 222 0 294.0 367 0418 0
e R AREEma
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate aierlny =
57.0 13.50 14.00
m/z 71.10 50.59%
5000 111.0
oL ‘ |14 2%902200 2940 490,
H“H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘ = .
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF053023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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.
14.762 3.44 ng 139458  Perylene-di2 15.456
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 96
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 80
3 Palmitoleamide 253 C16H31NO 106010-22-4 58
4 7-Nonenamide 155 C9H17NO 090949-53-4 53
5 9-Octadecenamide 281 C18H35NO 003322-62-1 46

Abundance Scan 2155 (14.762 min): BF133525.D\data.ms (-2151) (- m/z 59.00 100.00%

5000
97.0 L, S
361 A 14.50 15.00
“h‘“ fll 2 ?70 - ‘2‘8‘1"1, 3374 m/z 55.00  68.08%

—

04
m/z--> 5 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T —
14.50 15.00
m/z 72.00 62.13%
O' MM ‘\‘H\%\ \ 0\ ]\_8\4\()‘ T \2\38\‘0\2\8\]-\0’ L
m/z--> 100 150 200 250 300
Abundance #245084: 13-Docosenamide, (2)-
59.0
A —
14.50 15.00
5000 m/z 41.00 46.06%
137.0
o7.0 337.
ol LI L)L 1030 2e00 2000
m/z--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide T ——
59.0 14.50 15.00
m/z 43.05 41.60%
5000
‘ 126.0 2530
ol L 16802100 2580 ol by vt
m/z--> 100 150 200 250 300 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53023\
Data File : BF133525.D

Acqg On : 30 May 2023 16:48
Operator : CG\JU

Sample : 02957-04

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.051 2.5 ng 113854 1 6.833 909782 20.0
Benzophenone 10.586 4.7 ng 293088 3 9.869 1257160 20.0
n-Hexadecanoic ... 11.886 3.4 ng 228688 4 11.357 1347050 20.0
Hexacosyl trifl... 13.851 5.9 ng 331542 5 13.998 1122150 20.0
9-Octadecenamid... 14.762 3.4 ng 139458 6 15.456 810248 20.0
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