LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59
Operator : CG\JU

Sample : N5014-03

Misc :

ALS Vvial : 17 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130561.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.787 455 459 471 rBV 348129 410997 28.50% 3.707%
2 5.216 529 532 554 rBV 1405425 1432781 99.34% 12.921%
3 5.622 597 601 606 rBV 27420 23736 1.65% 0.214%
4 6.263 706 710 727 rBV 1436038 1365399 94.67% 12.314%
5 6.616 767 770 774 rBV 588044 434652 30.14% 3.920%

6 7.186 862 867 870 rBV 940045 875443 60.70%

7 7.816 971 974 984 rBV 240706 328996 22.81%

8 7.898 984 988 991 rVB 702983 528392 36.64%

9 8.975 1167 1171 1174 rBV 2001175 1442243 100.00% 1
9.098 1189 1192 1202 rVB 29223 33525 2.32%

o wh NN
N
o))
u1
R

11  9.645 1282 1285 1289 rBV 605536 459549 31.86%
12 10.433 1415 1419 1431 rVB 814266 673856 46.72%
13 11.127 1533 1537 1540 rBV 458252 386484 26.80%
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14 11.533 1601 1606 1609 rBV 38016 32693 2.27% 295%
15 11.669 1625 1629 1633 rBV 45797 45523 3.16% 411%
16 12.233 1722 1725 1730 rVB 40530 32809 2.27% 0.296%
17 12.333 1737 1742 1746 rBV2 35463 40167 2.79% ©0.362%
18 12.710 1802 1806 1810 rBV 1467880 1213929 84.17% 10.948%
19 13.286 1898 1904 1913 rBV9 9514 20263 1.40% 0.183%

20 13.757 1975 1984 1997 rBV 618589 603751 41.86% 5.445%

21 14.662 2135 2138 2143 rBV3 39507 43576 3.02% ©.393%
22 14.757 2151 2154 2162 rBV2 23853 41725 2.89% 0.376%
23 14.833 2164 2167 2170 rBV2 21568 24446 1.69% 0.220%
24 15.086 2207 2210 2214 rVB 18230 24202 1.68% 0.218%
25 15.139 2214 2219 2223 rBV 473935 532404 36.91% 4.801%
26 15.556 2287 2290 2295 rVB2 26013 36889 2.56% ©.333%

Sum of corrected areas: 11088430
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59
Operator : CG\JU

Sample : N5014-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Ab%%&) TIC: BF130561.D\data.ms
1500000 5216 6.263
1000000 7.186
6.616
500000
4.787
0 5.622
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Ab C! TIC: BF130561.D\data.ms
YRS 8.475
1500000 12.710
1000000
10.433
7.898
9.645
500000 11.127
7.81
9.098 11./?33269 1223333 13.28
0 T — . — — e —— ‘ A — A ‘ T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Ab%%&) TIC: BF130561.D\data.ms
1500000
1000000
13.757
15.139
500000
141662913315.086 15.556
0 T ‘ T T ‘ T T ‘ T T \‘ T ‘ T T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59
Operator : CG\JU

Sample : N5014-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.787 18.91 ng 410997 1,4-Dichlorobenzene-d4 6.616

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 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 459 (4.787 min): BF130561.D\data.ms (-455) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 REans A RAEE o
4.40 4.60 4.80 5.00 5.20
d .l 880 5
-t m/z 59.10 62.74%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L
59.0 4.40 4.60 4.80 5.00 5.20
m/z 101.10 22.49%
15.0 101.0
‘ Wl | 83.0 | ‘
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0
REaas A B ama o
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.00%
101.0
oL 180 | 600 840
i
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Eaaas e Eamma R R
59.0 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.21%
5000 41.0
126.0142.0
oHH_Hu‘H‘ 1 bt S+ e e
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59

Operator : CG\JU

Sample : N5014-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 2 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7816 12.45ng 328996 Naphthalene-ds 7.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 654446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803

004439-24-1 59
018912-80-6 56

5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
Abundance Scan 974 (7.816 min): BF130561.D\data.ms (-971) (-) m/z 57.10 100.00%
57.1
5000 A\\\
75.1 RN A RRARN EEs s S
39 ‘ Ry 7.40 7.60 7.80 8.00 8.20
0 "‘_"MuMw“‘_‘“”}hm_m_m‘m m/z 45.05  90.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 B B LU B I
7.40 7.60 7.80 8.00 8.20
29.0 75.0 m/z 41.10 37.66%
100.0
O M11312'0163.0
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
fr e T e
7.40 7.60 7.80 8.00 8.20
5000 m/z 75.10 18.98%
29.0
75.0
obrep el 4l 42900 3320
m/z--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether Raaas e e AARAR
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.10 17.13%
5000
29.0 75.0
0 \‘\ I ‘ | 1000118.0
“‘_ e o e B e e e e P TR
m/z--> 0 60 80 100 120 140 160 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59
Operator : CG\JU

Sample : N5014-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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.
11.669 2.36 ng 45523  Phenanthrene-d10 11.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Lactose 342 C12H22011 000063-42-3 47
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 15

Abundance Scan 1629 (11.669 min): BF130561.D\data.ms (-1625) (- m/z 73.00 100.00%

43.0 73.0
5000 129.0

2132
| ‘ H 157.1185.0 7 s 11.50 12.00
HW‘HWWWNJM‘NHﬂWM\Umwuuj_w‘ﬂuﬂ_u‘_h‘_ul_ m/z 43.05 87.76%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
4,

5000 129.0 PR —T

o

157.01850 213.0 256.0

O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— /‘\M‘/\A‘ A
11.50 12.00
5000 129.0 ITI/Z 55.10 73.48%
L | e 0
0]\'5‘0\‘”\‘1“ ‘H!M‘W H\H‘H\H}\‘} ‘H‘“‘\{““\‘““i“‘“‘i““‘\““\“““\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid AWWWWM ‘ —
73.0 1150 12.00

m/z 41.05 68.87%

43.0
) 1 wwwjkvﬂ\““”MMwme
171.0
214.0
HJ I ‘\‘ H“H ?\h Wl | ‘ ‘ Ay ‘

H\‘HH‘HHHH\\H‘H\\‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘\ R ™

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100622\
Data File : BF130561.D

Acqg On : 06 Oct 2022 20:59
Operator : CG\JU

Sample : N5014-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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-... 4.787 18.9 ng 410997 1 6.616 434652 20.0
Ethanol, 1-(2-b... 7.816 12.4 ng 328996 2 7.898 528392 20.0
n-Hexadecanoic ... 11.669 2.4 ng 45523 4 11.127 386484 20.0
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