LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090722\
Data File : BF130169.D

Acqg On : 07 Sep 2022 18:59

Operator : CG\JU

Sample : N4466-02

Misc

ALS Vvial : 18 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : @

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF083122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF130169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.887 437 442 457 rVB 536630 680493 17.19% 2.705%
2 5.298 507 512 515 rBV 3668660 3611177 91.25% 14.357%
3 5.704 578 581 588 rVB 55651 52431 1.32% 0.208%
4 6.328 681 687 689 rBV 3203236 3609663 91.21% 14.351%
5 6.692 746 749 753 rBV 1239179 1045805 26.43% 4.158%
6 7.257 840 845 848 rBV 2425803 2281958 57.66% 9.072%
7 7.892 949 953 963 rBV2 48106 170023 4.30% 0.676%
8 7.975 963 967 970 rVV 1772961 1390570 35.14% 5.528%
9 9.051 1145 1150 1153 rBV 4654581 3957554 100.00% 15.734%
10 9.722 1260 1264 1268 rBV 1721374 1469603 37.13% 5.843%
11 10.504 1394 1397 1411 rVB 1178591 1046881 26.45% 4.162%
12 11.204 1512 1516 1519 rBV 1562173 1228640 31.05% 4.885%
13 12.786 1781 1785 1789 rBV 2760429 2378502 60.10% 9.456%
14 13.368 1876 1884 1887 rBV2 49259 49924 1.26% ©.198%
15 13.698 1937 1940 1945 rBV 61137 51931 1.31% 0.206%
16 13.833 1959 1963 1966 rBV 895064 844783 21.35%  3.359%
17 14.015 1990 1994 1997 rBV 57418 55189 1.39% 0.219%
18 14.315 2040 2045 2049 rBV 65112 62811 1.59% 0.250%
19 14.609 2092 2095 2099 rBV 52529 51254 1.30% 0.204%
20 14.927 2145 2149 2154 rBv2 45111 50806 1.28% 0.202%
21 15.233 2196 2201 2205 rBV 868231 1018460 25.73% 4.049%
22 15.274 2206 2208 2216 rVB 37130 45069 1.14% 0.179%
Sum of corrected areas: 25153527
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: @07 Sep 2022 18:59
: CG\JU
: N4466-02

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90722\
BF130169.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090722\
Data File : BF130169.D

Acq On : @07 Sep 2022 18:59
Operator : CG\JU

Sample : N4466-02

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

Relative to ISTD R.T.

4.887 13.01 ng 680493 1,4-Dichlorobenzene-d4 6.692

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 1-Propen-2-0l, acetate 100 C5H802

5 Morpholine, 4-methyl-

101 C5H11NO

000123-42-2 56
000540-88-5 39
001116-98-9 23
000108-22-5 10
000109-02-4 9

Abundance Scan 442 (4.887 min): BF130169.D\data.ms (-437) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R L S ——
| 83.0 4.60 4.80 5.00 5.20 :
0l A m/z 59.60  58.99%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59'0 LI L L L LB L LB B
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101.0 m/z 101.00 22.18%
27.0 | ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
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Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R ERRRt o
4.60 4.80 5.00 5.20
5000 5b 0o m/z 58.00  17.34%
101.0
0“¥%?‘H“in“Mp““%%q“ T
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester P
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.42%
5000 41.0
0 \H \‘ \‘ if ‘ 12\6'0 142.0
T T e S RERRNRISTESERS
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090722\
Data File : BF130169.D

Acq On : @07 Sep 2022 18:59
Operator : CG\JU

Sample : N4466-02

Misc

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@83122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
7.892 2.45 ng 170023  Naphthalene-d8 7.975
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 953 (7.892 min): BF130169.D\data.ms (-949) (-) m/z 57.10 100.00%
57.1
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75.0 R RN
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Ol Ml e Wl 301689 s 45 00 96.82%
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Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
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5000 UL L L T LI B AL LR
29.0 7.60 7.80 8.00 8.20
75.0 m/z 41.00 36.17%
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Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
7.60 7.80 8.00 8.20
5000 m/z 75.00 22.15%
29.0 75.0
100.0
oh ! m!w“_w‘;‘”}h““1‘3‘279““1?3-9”
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090722\
Data File : BF130169.D

Acqg On : 07 Sep 2022 18:59
Operator : CG\JU

Sample : N4466-02

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083122.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-... 4.887 13.0 ng 680493 1 6.692 1045810 20.0
Ethanol, 2-(2-b... 7.892 2.5 ng 170023 2 7.975 1390570 20.0
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