LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28150.D

Acqg On : 17 Dec 2020 20:33
Operator : JU/CG

Sample : L5036-05

Misc :

ALS Vvial : 13  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-BM121620.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28150.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.705 421 428 437 rBV 1518643 2274673 42.56% 7.104%
2 7.346 699 707 723 rBV 1569853 2601948 48.69% 8.126%
3 7.793 778 783 796 rBV 96825 160435 3.00% 0.501%
4 8.210 843 854 861 rBV 569195 902101 16.88% 2.817%
5 9.387 1045 1054 1060 rBV 1033590 1685618 31.54% 5.264%
6 11.040 1328 1335 1341 rBV 765507 1269089 23.75% 3.963%
7 12.681 1609 1614 1621 rVB 43193 66331 1.24% 0.207%
8 13.463 1738 1747 1754 rBV 2464802 3507814 65.64% 10.955%
9 13.716 1786 1790 1800 rVB 38016 57102 1.07% 0.178%

10 14.281 1880 1886 1894 rBV 313210 460415 8.62%  1.438%

11 14.834 1969 1980 1987 rBV 1143008 1707851 31.96%
12 16.304 2221 2230 2238 rBV 1894821 2704901 50.61%
13 17.557 2436 2443 2447 rBV 1455542 2108168 39.45%
14 17.592 2447 2449 2456 rVB 162926 217275 4.07%
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15 18.410 2583 2588 2593 rBV2 140674 225411  4.22% 704%
16 18.463 2594 2597 2606 rVB2 57289 91546 1.71% 0.286%
17 18.610 2616 2622 2625 rBV4 50639 97997 1.83% ©.306%
18 18.704 2633 2638 2642 rBV3 37956 62381 1.17% ©.195%
19 19.316 2738 2742 2747 rBV2 66882 103226 1.93% 0.322%
20 19.451 2762 2765 2770 rBV5 30847 61332 1.15% 0.192%

21 19.580 2782 2787 2792 rVB 357398 479156  8.97%
22 19.663 2798 2801 2807 rVB4 47757 66740 1.25%
23 19.933 2837 2847 2854 rBV2 340903 720600 13.48%
24 20.127 2874 2880 2885 rBV 4374626 5344083 100.00% 16.
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25 20.421 2926 2930 2934 rVB3 111436 157454  2.95% 492%
26 21.357 3085 3089 3094 rBV 393237 538670 10.08% 1.682%
27 21.663 3135 3141 3146 rBV 1723562 2591614 48.50%  8.094%

28 24.033 3538 3544 3551 rBV 911769 1756107 32.86% 5.484%

Sum of corrected areas: 32020038
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\

: BMO28150.D
: 17 Dec 2020 20:33

Ju/CaG
L5036-05

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

0

TIC: BM028150.D\data.ms

5.705 7.346

9.387

11.040

8.210

7.793

Time-->
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TIC: BM028150.D\data.ms
20.127

13.463

16.304

17.557
14.834

14.281 19.5809.93 20.421

12.681 13.716

0
Time--> 1
Abundance

4000000
3000000
2000000

1000000

2.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM028150.D\data.ms

21.663

24.033

21.357

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28150.D

Acqg On : 17 Dec 2020 20:33
Operator : JU/CG

Sample : L5036-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.793 3.56 ng 160435 1,4-Dichlorobenzene-d4 8.210

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
4 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 915075-50-0 33
Abundance Scan 783 (7.793 min): BM028150.D\data.ms (-778) (-) m/z 45.10 100.00%
4]:
5000
e 7.40 7.60 7.80 8.00 8.20
103.1 : : - : -

0 "w‘w‘!m"Hhh‘m"wuWWW_MM?‘Q?’? m/z 59.10  32.74%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-

45.0
5000 /\‘\\\\‘\\\\‘\\\\‘\\\\’\\
7.40 7.60 7.80 8.00 8.20
72.0 m/z 72.10 20.14%
O \\]_‘\9“.91‘\\‘H\\\‘\\M‘\‘\\\]\.‘0\4.\\0\‘\1-\:3\\5‘(\)\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32644: Diethyl carbitol
45.0
TR
7.40 7.60 7.80 8.00 8.20
5000 720 m/z 43.00 15.12%
o150 H‘ | 103.0
B SRR e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- ““““Hﬁ\“““u,“
45.0 7.40 7.60 7.80 8.00 8.20
m/z 73.10 12.53%
5000
72.0
o150, | | | 300 aago
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28150.D

Acqg On : 17 Dec 2020 20:33
Operator : JU/CG

Sample : L5036-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.410 2.14 ng 225411  Phenanthrene-die 17.557
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 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 35

Abundance Scan 2588 (18.410 min): BM028150.D\data.ms (-2583) (- m/z 43.10 100.00%
43.1 73.0

-

5000
18.50
0 m/z 73.00 95.68%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN
18.50
97.0 1710 213.0 256.0 m/z 60.00 87.49%
o) mmm— ‘M‘ H\‘\ \\hH\ u‘\ ul ‘ ‘ ‘ . \‘ ““ T “\‘ N
m/z--> 50 150 200 250
Abundance #95851.Pentadecanok:acm
43.0 73.0
T
18.50
5000 129.0 m/z 55.10 78.53%
‘ 199.0 2420
0L— “ H H‘M “HM\‘\‘ Mhu\ M\‘u} “‘ ‘1‘610;“ ‘i A “\ o
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid —
73.0 18.50
m/z 41.10 77.99%
43.0
5000
129.0
1710 5140
fo “‘ U\ u‘u uhh HM ‘hm‘w \‘m‘ “\ ‘\‘ ‘ “\‘ — ——
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM@28150.D

Acqg On : 17 Dec 2020 20:33
Operator : JU/CG

Sample : L5036-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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 Cycloeicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.357 4.16 ng 538670 Chrysene-d12 21.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 1-Docosene 308 C22H44 001599-67-3 93
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Cyclotetracosane 336 C24H48 000297-03-0 93

Abundance Scan 3089 (21.357 min): BM028150.D\data.ms (-3085) (- m/z 57.10 100.00%
57.1

5000 MJL/L
%5'1 er'l 21.00 2150
Oy | L L o 2951 898.0 4311 5032 ;0 43,10 97.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane jLw¢NMMMkawww$MWAW
55.0
5000 — —r
21.00 21.50
m/z 55.10 92.47%
5.0
OIIJ{JhFh'"196DESQ?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
21!00 21!50
5000 m/z 83.10 74.73%
{ 125.0
O\HMM“M‘VJWVH‘W‘H‘w‘ﬁqﬁgw‘w‘w‘www‘w‘w‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163018: 9-Tricosene, (2)- “ —
55.0 21.00 21.50
m/z 69.10 64.32%
5000
125.0
’ ‘ 322.0
0\‘wkw”“‘“““M“}??9‘2949\‘L‘w"w“”\H“w“w‘ T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121720\
Data File : BM028150.D

Acqg On : 17 Dec 2020 20:33
Operator : JU/CG

Sample : L5036-05

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM121620.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... 7.793 3.6 ng 160435 1 8.210 902101 20.0
n-Hexadecanoic ... 18.410 2.1 ng 225411 4 17.557 2108170 20.0
Cycloeicosane 21.357 4.2 ng 538670 5 21.668 2591610 20.0
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