LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : 07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc :

ALS vial : 8 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 M\Methods\8270-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33673.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.519 380 388 400 rBV 3189809 4698394 40.48% 8.496%
2 7.131 654 662 672 rBV 3036338 4922374 42.41% 8.901%
3 7.978 799 806 813 rVB 733641 1140015 9.82% 2.062%
4 9.142 993 1004 1014 rBV 1979826 3294291 28.39% 5.957%
5 10.572 1240 1247 1258 rBV 712335 1111901 9.58% 2.011%

6 10.795 1276 1285 1293 rBV 958869 1590205 13.70% 2.876%
7 13.248 1695 1702 1710 rBV 4927628 7271371 62.66% 13.149%
8 13.525 1743 1749 1755 rBV 163990 246918 2.13% ©0.447%
9 14.613 1927 1934 1943 rBV 1419490 2157173 18.59% 3.901%
10 16.095 2180 2186 2200 rVB 4371627 6114494 52.69% 11.057%

11 17.354 2393 2400 2410 rVB 1854878 2674789 23.05%  4.837%
12 18.030 2511 2515 2523 rVB 139142 171653 1.48% ©0.310%
13 18.248 2547 2552 2561 rBV 376607 574404  4.95% 1.039%
14 19.195 2709 2713 2717 rVB 355994 371202 3.20% ©.671%
15 19.330 2732 2736 2739 rBV 106234 120913 1.04% ©.219%

16 19.518 2764 2768 2780 rBV 192898 289499 2.49%
17 19.965 2838 2844 2850 rBV 9492097 11605330 100.00% 20.
18 20.653 2957 2961 2966 rBV 161927 203203 1.75%
19 21.224 3055 3058 3077 rVB 524298 811403 6.99%
20 21.512 3102 3107 3119 rVB 2331627 3118518 26.87%
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21 23.941 3513 3520 3530 rVB2 1367252 2812066 24.23% 5.085%

Sum of corrected areas: 55300116
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM033673.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44

Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.572 13.98ng 1111900 Naphthalene-ds 16.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 066112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403

004439-24-1 64
018912-80-6 56
070159-90-9 50

Abundance Scan 1247 (10.572 min): BM033673.D\data.ms (-1240) (-  m/z 57.05 100.00%
57.0
5000 j\
75.1 — 1
39 ‘ 101.1 10.50
‘H““‘Hﬁu‘MW‘NMM‘WM‘“‘“‘,}?%ﬁ““,“‘ m/z 45.05 94.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :
29.0 10.50
75.0 m/z 41.05 38.31%
\ Ll \J_LLH \\\‘ \H 10?-0 132.0
\\\“‘\\\\“\‘\\ M\\\\“\\\\‘\\\\’\\‘}\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
=T
10.50
5000 ITI/Z 75.10 19.31%
29.0 75.0
100.0
- ! Ll 2200 a0 e
m/z--> 20 40 60 80 100 120 140 160
Abundance #10089: Ethylene glycol monoisobutyl ether e
57.0 10.50
m/z 56.10 15.82%
5000
29.0 75.0
e — —
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-

BM@10522 .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 2,4,7,9-Tetramethyl-5-decyn...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.525 2.29 ng 246918  Acenaphthene-di10 14.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 1H-Pyrazole, 4-[4-(3-chloropheno... 278 C15H19C1N20 1010302-33-9 64
3 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 59
4 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 59
5 Metacetamol 151 C8H9NO2 000621-42-1 59

Abundance Scan 1749 (13.525 min): BM033673.D\data.ms (-1743) (- m/z 43.85 100.00%
T 109.1
5000 151.0
T
‘ 170 ' 13.50
m‘H‘“‘w‘,mw‘,m‘k At b 28 m/z 109.10 80.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 1510
43.0 j\
5000 TANEE RS :
13.50
m/z 151.00 47.79%
\H‘HH‘\H“\“"\“K\H’P\H\‘\\H}‘\“H\‘\“H!\‘H‘\\’1\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170663: 1H-Pyrazole, 4-[4-(3-chlorophenoxy)butyl]-3,5-(
109.0 ‘A
1
13.50
5000 151.0 m/z 41.85  22.85%
42.0
LLT10  1s30  aaz0 270
B e RA AR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28920: m-Isopropoxyaniline 7
109.0 13.50
m/z 85.05 16.24%
5000
151.0
80.0
41.0 h i
\H‘HH‘\H‘\’\H\’HH‘HH‘H\\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘H T ‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 3

R.T. EstConc Area Relative to ISTD R.T.
18.248 4.29 ng 574404  Phenanthrene-d10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2552 (18.248 min): BM033673.D\data.ms (-2547) (-

m/z 73.10 100.00%

431 731
5000
129.0
213.2 T ‘ T T ‘ T
| ‘ ‘ | 171.1 ‘ 256.1 18.00 18.50
: ‘; f “H‘u‘ U‘H \‘H‘WMH“\ w\m‘m; ol | “‘ “ ““ \‘ - | “‘ . m/z 60.05 87.25%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 —— o
129.0 18.00 18.50
213.0 m/z 43.10 85.18%
‘ 171.0 ‘
b gl o CT 1L
miz--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
73.
43.0 0
o o
18.00 18.50
5000 129.0 m/z 55.10 72.72%
171.0
‘ ‘ ‘ 214.0
“\‘ H‘ “\‘H“\ bl “‘\“ ‘\“‘ ‘ “‘ e
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid =~ —
43.0 73.0 18.00 18.50
m/z 57.05 70.90%
5000 129.0
‘ 199.0 2420
; ‘\‘ H‘ L,MWH Hh“‘w M\‘H} “‘ ‘l‘eﬂ‘q“ ‘i S| = s —
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.195 2.78 ng 371202  Phenanthrene-d10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
3 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
4 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99

Abundance Scan 2713 (19.195 min): BM033673.D\data.ms (-2709) - m/z 55.10 100.00%
1

55
5000 7.1
= —
37.0 180.2 222.3 26‘4-3 19.00 19.50
b btk 3950 sz 41100 71.74%
mlz--> 50 100 150 200 250 300 350
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 7.0 — i
19.00 19.50
m/z 69.05 61.78%
‘ | 37.0 18?.0 222.0 26‘4.0
Il bl | L .
LI ‘ ‘ ToTrT ‘ T ‘ L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194444: 8-Octadecenoic acid, methyl ester, (E)-
55.0
= —
19.00 19.50
5000 ITI/Z 74.10 51.11%

—

m/z--> 50 100 150 200 250 300 350
Abundance #194424: 11-Octadecenoic acid, methyl ester . =

55.0 19.00 19.50

m/z 83.10 50.86%
5000
7.0 264.0
38.0 180.0 2220 ‘

m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @07 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.224 5.20 ng 811403  Chrysene-di2 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94

Abundance Scan 3058 (21.224 min): BM033673.D\data.ms (-3055) (- m/z 57.10 100.00%
57.1

5000
111.2

N

‘H |, 2071 2811 385.1 21.00 21.50
_HMH mm iols e 9551 4291 myz 55.10 90.63%

m/z--> 0 50 lOO 150 200 250 300 350 400 450

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

%

5000
111.0 21.00 21.50

m/z 43.10 84.02%

‘ 169.0
L T s aso
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
—— —

21.00 21.50
5000 111.0 m/z 83.10 80.16%

‘\\ ) ‘ \\\ | “ \\1l6.7° 23802920 364.0

m/z--> 0 50 100 150 200 250 300 350 400 450

%

Abundance #209741: 1-Docosene

55.0 21.00 21.50
m/z 97.10 71.22%
5000
111.0

d‘ ] ‘ ! 308.0
RER ‘H“‘H“_“w T T T T T T —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33673.D

Acqg On : @7 Jan 2022 17:44
Operator : CG/JU

Sample : N1e71-e1

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.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|
Ethanol, 2-(2-b... 10.572 14.0 ng 1111900 2 10.795 1590210 20.0
2,4,7,9-Tetrame... 13.525 2.3 ng 246918 3 14.613 2157170 20.0
n-Hexadecanoic ... 18.248 4.3 ng 574404 4 17.354 2674790 20.0
9-Octadecenoic ... 19.195 2.8 ng 371202 4 17.354 2674790 20.0
Heptafluorobuty... 21.224 5.2 ng 811403 5 21.512 3118520 20.0
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