LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc :

ALS Vvial : 20 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-BF911822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126624.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.322 31 40 47 rBV 1525390 2093460 58.33% 7.558%
2 5.204 526 530 537 rVB 269020 322917 9.00% 1.166%
3 5.587 589 595 598 rBV 3171172 3293817 91.78% 11.892%
4 6.575 757 763 766 rBV 3142762 3503375 97.62% 12.649%
5 6.963 825 829 832 rVB 976930 763466 21.27% 2.756%

6 7.522 919 924 927 rBV 2220506 2308718 64.33%
7 8.134 1024 1028 1032 rBV 204534 173221 4.83%
8 8.245 1042 1047 1050 rBV 1170241 1008647 28.11%
9 9.322 1225 1230 1233 rBV 3788495 3424080 95.41% 1
10 10.004 1340 1346 1349 rBV 1377774 1157639 32.26%

AN WO®
o
N
N
R

11 10.792 1472 1480 1484 rBV 2267063 2273470 63.35%
12 11.498 1596 1600 1603 rBV 1465889 1165269 32.47%
13 12.016 1684 1688 1693 rBV 175790 183429 5.11%
14 12.21@ 1719 1721 1724 rVB 115869 87599 2.44%
15 12.275 1728 1732 1734 rBV2 76360 71493 1.99%

OO0 b
o))
[o))
N
R

16 12.798 1817 1821 1835 rBV2 89751 122011 3.40%
17 13.092 1866 1871 1874 rBV 3696463 3588714 100.00% 1
18 13.974 2018 2021 2033 rBV 321232 348904  9.72%

ONEFENO
N
o))
[
R

19 14.145 2046 2050 2054 rBV 941079 819899 22.85% 960%
20 14.245 2062 2067 2072 rVB 36557 41008 1.14% 148%
21 14.621 2128 2131 2138 rBV3 34969 43188 1.20% 0.156%
22 14.945 2184 2186 2196 rVB2 36791 45916 1.28% 0.166%
23 15.027 2197 2200 2206 rVB 38642 37994 1.06% 0.137%
24 15.310 2244 2248 2252 rBvV2 38103 47638 1.33% 0.172%
25 15.680 2306 2311 2315 rBvV2 502178 636715 17.74% 2.299%
26 15.716 2315 2317 2323 rVB 36277 43770 1.22% 0.158%
27 16.192 2391 2398 2402 rBV3 29276 49323 1.37% 0.178%
28 16.239 2402 2406 2412 rVV4 22826 41301 1.15% 0.149%
Sum of corrected areas: 27696981
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF126624.D\data.ms
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Abundance TIC: BF126624.D\data.ms
9.322 13.092
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Abundance TIC: BF126624.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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.
2.322 54.84 ng 2093460 1,4-Dichlorobenzene-d4 6.963

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 43
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance  Scan 40 (2.322 min): BF126624.D\data.ms (-31) (-) m/z 73.10 100.00%

73.1
5000
43.1 87.1
e T
‘ 9.0 220 2.40 2.60
oH_Mwu‘mww‘HH‘MHWHWwawww m/z 43.10  28.14%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L AL AL B B B B
220 240 2.60
43.0 o
‘ 87.0 m/z 87.10  24.26%
29.0 ‘
O\\‘\H\“\H\“Hf\‘\\f\g‘(\)\\\“\}H‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -
220 2.40 2.60
5000 41.0 55.0 ITI z 55.10 21.55%
27.0
0 I ‘ ‘ 112.0 129.0
H‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R
73.0 2.20 240 2.60
m/z 71.10 10.69%
5000
45.0
29.0
ool 590 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.204 8.46 ng 322917 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 530 (5.204 min): BF126624.D\data.ms (-526) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T e
83.0 4.80 5.00 5.20 5.40 5.60
e S S m/z 59.05 60.87%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | BN BB B R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.10 22.16%
15.0 101.0
‘ Wl | 83.0 | ‘
0\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
R A RARE
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.62%
101.0
oL 180 | 600 840
i
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R EAREE A
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 7.67%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0 i
1 e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12

Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8134 3.43ng 173221 Naphthalene-ds 8.245
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 90

2 Ethanol, 1-(2-butoxyeth
3 Ethanol, 2-[2-(2-methyl
4 Ethylene glycol monoiso
5 3,3-Dimethylbutane-2-o0l

oxy) - 162
propoxy)e... 162
butyl ether 118

102

C8H1803
C8H1803
C6H1402
C6H140

054446-78-5 83
018912-80-6 64
004439-24-1 59
000464-07-3 50

Abundance Scan 1028 (8.134 min): BF126624.D\data.ms (-1024) () m/z 57.10 100.00%

57.1
5000
411
75.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘
100.1 7.80 8.00 8.20 8.40
(R L 8Ll n/z 45.00  90.15%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B L B B
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.10  37.14%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur T ‘1“\“ \“\‘ \lro?.rowlwlw6.‘o\1\3\2.\0‘ T
miz--> 20 40 60 80 100 120 140
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
TR e
7.80 8.00 8.20 8.40
5000 m/z 75.00 24.07%
41.0 75.0
101.0
NPT 1 O I .
miz--> 20 40 60 80 100 120 140
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- AREmmaEE TR
45.0 7.80 8.00 8.20 8.40
m/z 87.10 16.17%
5000
89.0
29.0
73
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.016 3.15 ng 183429  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 18
4 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 18
5 Dodecane 170 C12H26 000112-40-3 11

Abundance Scan 1688 (12.016 min): BF126624.D\data.ms (-1684) (- m/z 73.00 100.00%
7’2

3.0
43.0
5000
129.1
213.2 L
| M I e T o0
ob—— M il il 0 1L L m/z 60.00  74.90%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L, A w
12.00
97.0 1o 2130 2560 m/z 43.05  72.34%
oLb— ‘M‘ W “H‘\‘\‘ \\hu\ }‘H‘\‘n‘\ ‘\ : “‘ “ “‘ \‘ “‘ T “\‘ N
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
T ‘
12.00
5000 129.0 ITI/Z 55.00 58.01%
‘ 199.0 2420
oL— ‘\‘ ‘; \“H‘M UM “HM\‘\‘ \\hu\ ;‘M‘\‘u‘\ “‘ ’1‘61‘0;“ ‘i A “\ o
miz--> 50 100 150 200 250
Abundance  #289315: Oxalic acid, cyclobutyl heptadecyl ester
55.0 12.00
m/z 57.05 56.66%
5000
85.0
ol L\l geso e
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 5 unknownl2.798 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.798 2.09 ng 122011 Phenanthrene-die 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Acetylisoxazolidine 115 C5H9NO2 115615-36-6 30
2 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 22
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 22
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 20
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 18

Abundance Scan 1821 (12.798 min): BF126624.D\data.ms (-1817) (- m/z 73.00 100.00%

73.0
43.0
5000

1850 2412 gy 12.50 13.00
m/z 43.00  75.21%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #8760: N-Acetylisoxazolidine
43.0
73.0

5000 0 -
12.50 13.00

m/z 60.00 73.56%

o

Mu“mm‘ ‘ ll?O

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester

o

43.0
R .
12.50 13.00
5000 85.0 m/z 57.05 61.77%
0 1l \H‘ ‘ ‘ u 125 0 155 0 210 0
VH‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘_H‘VH‘_H‘_H
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance  #224374: Sulfurous acid, 2-propy! tetradecyl ester e 1 N ‘”mﬂf
43.0 12.50 13.00

m/z 55.05 60.57%

- | ;/\/\/M
‘ u‘ | ‘ H 1250 168.0197.0 231.0261.0
[ [

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.975 8.51 ng 348904  Chrysene-d12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 2021 (13.974 min): BF126624.D\data.ms (-2018) (- m/z 83.05 100.00%
430 | |
5000
=
| ‘ | ‘ 2‘511631 208.1 1400
ob—— i A “\wl‘w‘ o = e S e e m/z 57.85 97.36%
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 =TT
14.00
25.0 m/z 69.18  96.68%
ol M \“ | ‘\\\ J L | 1670 2100 2800
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
14.00
5000 m/z 97.10 85.85%
o199 | L LLLLL 199 1m0 poa0 260
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 Pt
83.0 14.00
43.0 m/z 55.05 83.45%
5000
25.0
AINEREERRRUEL TN i
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF012022\
Data File : BF126624.D

Acqg On : 20 Jan 2022 21:12
Operator : CG/JU

Sample : N1189-25

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF011822.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... 2.322 54.8 ng 2093460 1 6.963 763466 20.0
2-Pentanone, 4-... 5.204 8.5 ng 322917 1 6.963 763466 20.0
Ethanol, 2-(2-b... 8.134 3.4 ng 173221 2 8.245 1008650 20.0
n-Hexadecanoic ... 12.016 3.1 ng 183429 4 11.498 1165270 20.0
unknownl12.798 12.798 2.1 ng 122011 4 11.498 1165270 20.0
Behenic alcohol 13.975 8.5 ng 348904 5 14.145 819899 20.0
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