LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc :

ALS Vvial : 16 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-BM060921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@30360.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.975 315 321 337 rVB2 189167 299691 1.59% 0.374%
2 5.428 391 398 412 rBV 4899622 7074136 37.53% 8.838%
3 7.010 658 667 677 rBV 5036584 7882728 41.82% 9.849%
4 7.845 802 809 817 rBV 872593 1385170 7.35% 1.731%
5 9.004 996 1006 1015 rBV 2847157 4696095 24.91% 5.867%

6 10.422 1240 1247 1264 rBV 155727 358904 1.90%  0.448%
7 10.634 1276 1283 1292 rBV 1194333 2050243 10.88% 2.562%
8 13.092 1694 1701 1714 rBV 7846164 11617374 61.63% 14.515%
9 14.469 1927 1935 1945 rBV 2034193 3028795 16.07%  3.784%
10 15.957 2178 2188 2200 rBV 6995712 9901938 52.53% 12.371%

11 17.204 2393 2400 2409 rBV 2614220 3752356 19.91% 4.688%
12 18.092 2545 2551 2560 rBV 324162 483851 2.57% ©0.605%
13 19.362 2763 2767 2777 rBV 193922 285206 1.51% ©0.356%

14 19.821 2838 2845 2850 rBV 14838992 18849691 100.00% 23.551%
15 21.074 3054 3058 3069 rBV 389996 667711  3.54% 0.834%

16 21.362 3102 3107 3115 rBV 3170324 3931550 20.86% 4.912%
17 22.415 3283 3286 3293 rBvV2 224589 317539 1.68% ©.397%
18 23.644 3489 3495 3507 rVB2 1815723 3455780 18.33% 4.318%

Sum of corrected areas: 80038758
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM030360.D\data.ms
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Abundance TIC: BM030360.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.975 4.33 ng 299691 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
Abundance Scan 321 (4.975 min): BM030360.D\data.ms (-315) (-) m/z 43.00 100.00%
3.0
5000 ”L
101.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
| 720 ‘ 4.60 4.80 5.00 5.20
Obrrrrrrrefrebbr et 334 298 m/z 59.05  54.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
m/z 101.00 17.20%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\}‘\\\\“1\\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
e  REARARE
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.66%
101.0
o230 1L 730
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8346: 2-Hexanol, 2-methyl- EEERNEEEEEEEEES SRRy
59.0 4.60 4.80 5.00 5.20
m/z 41.05 9.97%
5000
101.0
BTN
O bbbl e e e s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09

Operator : CG/JU

Sample : M2626-06

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.422 3.50 ng 358904 Naphthalene-d8 10.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Di-sec-butyl ether 130 C8H180 006863-58-7 59

4 Sulfurous acid, bis(1-methylprop... 194
5 Butane, 1,1'-[ethylidenebis(oxy)... 174

C8H1803S
C1eH2202

024769-51-5 53
000871-22-7 53

Abundance Scan 1247 (10.422 min): BM030360.D\data.ms (-1240) - m/z 45.10 100.00%
45.1
5000 /\\m
75.1 R
m ‘ 1321 10.50
ol ‘uh‘ ol 1321 1928 2810 ., 5719 98.49%
miz--> 50 100 150 200 250
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 R
10.50
m/z 41.05 37.10%
270 ‘810
[ R h\‘ ‘\““m” \““\‘H\ }‘ T :\L3\”2\0‘ B B B B B
miz--> 50 100 150 200 250
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
—
10.50
5000 m/Z 75.10 17.92%
87.0
27.0 ‘
A T T S
miz--> 50 100 150 200 250
Abundance #13657: Di-sec-butyl ether T o
45.0 10.50
m/z 56.00 16.33%
5000
101.0
0 Lo A0 b
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.092 2.58 ng 483851  Phenanthrene-d10 17.204
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2551 (18.092 min): BM030360.D\data.ms (-2545) (-  m/z 73.00 100.00%
43.0 73.0

5000 129.0
2132

I I

| 185.1 256.1 18100
el m/z 43.05 94.09%
miz—> 20 40 60 80 100120140160180200220 240260280

Abundance #107549:n-Hexadecanok:add

5000 129.0 RN \
18.00
. 157.0 213.0 256.0 m/z 60.00 88.25%
(o}

m/z--> 20 40 60 80 100120140160180200220240260280

%

o

N

Abundance #72647: Tridecanoic acid
73.0
T 1
43.0 18.00
5000 129.0 m/Z 57.10 73.51%
171.0
‘ 214.0
0 “MUW‘ “‘HM ﬂm‘w‘m Y S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95855: Pentadecanoic acid T
43.0 73.0 18.00
m/z 55.05 72.35%
5000 129.0
199.0 242.0
1R T Rsanl
o,“H““‘ew!”M”"wl”“uu‘:“l‘MM""""""“""Hmw_m,w,m e
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 G5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.074 3.40 ng 667711 Chrysene-d12 21.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3058 (21.074 min): BM030360.D\data.ms (-3054) (- m/z 57.10 100.00%
571.1

5000
T T
{ ‘ 21.00
ob bk J“ L L A920 2801 3689 4291489 ., 43.10  93.33%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 = :
21.00
111.0 m/z 55.05 93.26%
O\\\‘\l\“\\\””“ ‘\‘\J‘\l\]‘_6\7\\0\‘2\2\?>\\0‘2\8\0\0‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
e |
21.00
5000 ITI/Z 83.05 82.87%
111.0
ob AL LL 167022402800
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194133: Dichloroacetic acid, heptadecyl ester = ‘
57.0 21.00
m/z 69.10 76.46%
5000 111.0 J&A
oL L asm0 2000050 ]
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60921\
Data File : BM@30360.D

Acqg On : 10 Jun 2021 02:09
Operator : CG/JU

Sample : M2626-06

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@60921.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|
2-Pentanone, 4-... 4.975 4.3 ng 299691 1 7.845 1385170 20.0
Ethanol, 2-(2-b... 10.422 3.5 ng 358904 2 10.634 2050240 20.0
n-Hexadecanoic ... 18.092 2.6 ng 483851 4 17.204 3752360 20.0
5-Eicosene, (E)- 21.074 3.4 ng 667711 5 21.362 3931550 20.0
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