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LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\

Filtering:
Min Area:
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 9

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\

BF122148.D
: 28 Oct 2020 15:23
Ju/CG
L4530-02
Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122148.D

Acqg On : 28 Oct 2020 15:23
Operator : JU/CG

Sample : L4530-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.569 5.28 ng 159927 1,4-Dichlorobenzene-d4 6.716

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
3 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9
4 Methoxyacetic acid, 2-methylprop... 146 C7H1403 1000282-40-9 9
5 Diethyl carbitol 162 C8H1803 000112-36-7 9

Abundance Scan 762 (6.569 min): BF122148.D\data.ms (-759) (-) m/z 45.10 100.00%

45.1
5000 IL
et g‘zsg*agaagga““
ol 1040 ¥
Oberrrrprrreprereptbbereretfrre e et M/Z 59.00 33.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \‘HH‘HH‘H\W\MH‘\
6.20 6.40 6.60 6.80
2910 72.0 m/z 72.10  18.98%
0h.14.0 N ‘\‘ 89.0 104.0 135.0
\\\‘\\H‘H\\‘\\H‘\H\‘\\\\’\\H‘\H\‘H\\‘\\H‘HH’HH‘HH’HH‘H
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Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-
45.0 k
P
6.20 6.40 6.60 6.80
5000 m/z 73.10 12.28%
27.0 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #4703: Acetic acid, hydroxy-, ethyl ester T e
31.0 6.20 6.40 6.60 6.80
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5000
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ol 150 ‘m \‘ 76.0 104.0
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m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122148.D

Acqg On : 28 Oct 2020 15:23
Operator : JU/CG

Sample : L4530-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.763 2.47 ng 110949  Phenanthrene-die 11.233
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 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1645 (11.763 min): BF122148.D\data.ms (-1642) (-1 m/z 73.00 100.00%
43.0 73.0
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213.1 — i
m ‘ 157.1185.1 ‘ 256.1 11.50 12.00
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5000 129.0 il 56 ‘12 Od
' 157.0 1850 213.0  256.0 m/z 60.00  84.33%
0 [T i‘}‘\ T
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—r— Pk
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129.0 242.0
199.0
LAl g, | e
O o M
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Abundance #72647: Tridecanoic acid 7 —
73.0 11.50 12.00
43.0 m/z 41.10 70.70%
5000 129.0
171.0
‘ 214.0
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\BF102820\
Data File : BF122148.D

Acqg On : 28 Oct 2020 15:23
Operator : JU/CG

Sample : L4530-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Bromoacetic acid, hexadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.716 14.85 ng 479912 Chrysene-d12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Bromoacetic acid, pentadecyl ester 348 C17H33Bro02 131143-01-6 94
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1977 (13.716 min): BF122148.D\data.ms (-1973) (1  m/z 57.05 100.00%
57.0
97.0
5000
| dw i
39.0 : :
] ‘ JMH“ W Ao 2080 2811 4, 43.10 94.35%
m/z--> 50 100 150 200 250 300
Abundance #191698: Bromoacetic acid, hexadecyl ester
43.0
83.0
5000 I —
13.50 14.00
230 m/z 55.05  94.10%
1960
ok “‘\‘}L “\\ ‘H H‘ ‘ H‘\ \\ﬂ'ﬁ\‘ AP R ‘2‘6‘9"0‘ -
m/z--> 50 100 150 200 250 300
Abundance #151538: 1-Docosene
55.0
—— —
13.50 14.00
5000 ITI/Z 83.10 82.60%
otaoL L1 M AR e0 s
m/z--> 50 100 150 200 250 300
Abundance #155046: 1-Heneicosanol T 7
55.0 13.50 14.00
97.0 .
m/z 69.10 72.16%
h ¥meNNWWNJ\kAWAMMMW$
39.
oo L LLLL L0 1620 2200 2660 ] Wb
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\BF102820\
Data File : BF122148.D

Acqg On : 28 Oct 2020 15:23

Operator : JU/CG

Sample L4530-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15786 3.9 ng 121219 Perylene-diz 15.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H3SF702  959085-66-6 74

2 Dichloroacetic acid, tridecyl ester 310 C15H28C1202
3 1-Heptacosanol

396 C27H560

1000280-48-3 74
002004-39-9 74

4 17-Pentatriacontene 491 C35H70 006971-40-0 72
5 Docosyl pentafluoropropionate 472 C25HA45F502 1000351-80-9 72
Abundance Scan 2329 (15.786 min): BF122148.D\data.ms (-2323) (- m/z 57.10 100.00%
57.1
5000
11.2
P e
‘ ‘ h ‘ ‘ ‘ 265.0 316.0 15.50 16.00
om‘““““h‘“H“Hmm_‘m_“”_m_m m/z 43.05 77.06%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 e —
11.0 15.50 16.00
m/z 83.00 72.76%
169
O \\‘\‘ ‘ \“\ f‘\ “‘ ‘l “ ‘h “\ \ T ‘ T\2\3?‘()\2\8\3\(‘)\ T ‘ LI ‘ \4\3\4\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #152609: Dichloroacetic acid, tridecyl ester
43.0
P e
15.50 16.00
5000 77.0 m/z 55.05  71.99%
‘ ‘ 154.0
oL bbbV
miz--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol T —
57.0 15.50 16.00
m/z 97.10 67.51%
111.0
5000
oL LA L‘ \BT0 2220 21803230 3780
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102820\
Data File : BF122148.D

Acqg On : 28 Oct 2020 15:23
Operator : JU/CG

Sample : L4530-02

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-e... 6.569 5.3 ng 159927 1 6.716 605996 20.0
n-Hexadecanoic ... 11.763 2.5 ng 110949 4 11.233 899291 20.0
Bromoacetic aci... 13.716 14.9 ng 479912 5 13.880 646270 20.0
Heptadecyl hept... 15.786 4.0 ng 121219 6 15.310 608006 20.0
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