LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO72320\

Data File : BM026858.D

Aca On : 23 Jul 2020 19:21 Instrument :
Operator : JU/CG (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i L3381-16 365Gm06238
ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070820 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.166 71 73 81 rBv 18015 33498 1.15% 0.156%
2 4.925 366 372 381 rBVY 1644083 2262615 77.92% 10.519%
3 6.496 629 639 653 rBY 1518648 2371770 81.68% 11.026%
4 6.925 706 712 726 rBV 49937 110879 3.82% 0.515%
5 7.278 765 772 780 rBV 473341 704488 24.26% 3.275%

8.431 960 968 978 rBV 892260 1457563 50.20% 6.776%
10.031 1232 1240 1246 rBV 550391 884923 30.48% 4.114%
1661 1668 1681 rBYV 1810804 2585866 89.05% 12.022%
12.860 1714 1721 1727 rBV 46691 78572 2.71% 0.365%
13.425 1811 1817 1826 rBV 323288 447094 15.40% 2.079%

QO ~NO®
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11 13.948 1899 1906 1913 rVB 670689 940537 32.39% 4_.373%
12 15.460 2157 2163 2171 rBV 1254378 1713847 59.02% 7.968%
13 16.513 2338 2342 2348 rBV7 15915 32505 1.12% 0.151%
14 16.713 2370 2376 2380 rBV 719811 937086 32.27% 4_.357%
15 16.754 2380 2383 2389 rVB 108791 140806 4._.85% 0.655%

16 16.848 2395 2399 2404 rVB 38642 54480 1.88% 0.253%
17 17.654 2530 2536 2542 rBvV2 112883 176561 6.08% 0.821%
18 17.783 2553 2558 2562 rBV2 36233 59834 2.06% 0.278%
19 18.524 2681 2684 2689 rBV2 26973 40435 1.39% 0.188%

20 18.789 2724 2729 2737 rBV 248921 321275 11.06% 1.494%

21 19.154 2784 2791 2795 rBV 263999 377773 13.01% 1.756%
22 19.383 2824 2830 2839 rVB 2406944 2903763 100.00% 13.500%
23 20.689 3048 3052 3057 rBV 421376 515933 17.77% 2.399%
24 20.936 3089 3094 3099 rBV2 913394 1301752 44.83% 6.052%
25 23.006 3441 3446 3451 rVB2 669021 1056091 36.37% 4.910%

Sum of corrected areas: 21509946
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026858.D

Aca On 23 Jul 2020 19:21

Operator : JU/CG

Sample : L3381-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM026858.D
2500000
2000000
4.93
6.50
1500000
1000000 8.43
10.03
500000 7.28
3.17 L__ I ee

O L B i B e e e o e e B B B L e B

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM026858.D
2500000 19,38

2000000
12.55

1500000
15.46

1000000

16.71

13.95

500000
13.42

{1286 L“”““Ww“wzv

D R R T N B L N R e b e e e e et N

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM026858.D
2500000

2000000

23.01
1500000 20.94

1000000
20.69

500000

L

Time--> 21.00 2150 22.00 22.50 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\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026858.D

Aca On 23 Jul 2020 19:21

Operator : JU/CG

Sample : L3381-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

6.92 3.15 ng 110879 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
4 2-Methoxvisopropvl cvanoacetate 157 C7H11NO3 032804-79-8 38
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 37

Abundance Scan 711 (6.919 min): BM026858.D (-706) (-) m/z 45.05 100.00%
44.0
5000
‘ 72.1
6.60 6.80 7.00 7.20
...,....,lIJ-...'l...||'.,....1,°f‘.1..,....,....,....,....,29‘??. m/z 59.05 29.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
48.0
5000
6.60 6.80 7.00 7.20
29‘0 ‘ 72.0 m/z 72.10 20.26%
SR T PO -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32644: Diethyl carbitol
48.0
6.60 6.80 7.00 7.20
5000 720 m/z 43.00 16.03%
29.0
mz-> 20 40 60 80 100 130 140 160 180 200
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)- T
48.0 6.60 6.80 7.00 7.20
m/z 73.05 11.69%
5000
29.0
“ 90.0
“'|JL'|'”'|p“h|'m'|'“'|'”'|'”'|'“'|'”'|'“' SRR A R S
m/z--> 20 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026858.D

Aca On 23 Jul 2020 19:21

Operator : JU/CG

Sample : L3381-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.65 3.77 ng 176561 Phenanthrene-d10 16.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2535 (17.648 min): BM026858.D (-2530) (-) m/z 43.10 100.00%
431 731
192.0 “J&NNNyNﬂAKWWKMNWMM
5000
"' 17.40 1760 17.80 18.00
m/z 73.10 87 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR B SULRLL BB B
83.0 17.40 17. 60 1780 1800
J‘“ : 1570 1950 2130 2560 m/z 60.00 85.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73.0
43.0 17.40 17.60 17.80 18.00
5000 m/z 41.10 84 .38%
1230 171.0
: 214.0
98.0
}ﬁgL.ﬁ”.L....,n.w”.w.”..”..”...”..”,””,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid R mEEEE RS S
43.0 ,73.0 17.40 17.60 17.80 18.00
m/z 55.10 79.36%
5000
1290 242.0
‘ L4u 97.0 199.0
171.0
m/z--> "lelﬁglleo 80 100 120 140 160 180 200 220 240 260 280 - i?ioli%ea i%éd 1566'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO72320\
Data File : BM026858.D

Aca On 23 Jul 2020 19:21

Operator : JU/CG

Sample : L3381-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexadecane, 1,2-diethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.69 7.93 ng 515933 Chrysene-di12 20.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 99
2 Fumaric acid. 2-chloropropvl dod... 360 C19H33C104 1000348-57-0 96
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
4 1-Docosene 308 C22H44 001599-67-3 95
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
Abundance Scan 3052 (20.689 min): BM026858.D (-3048) (-) m/z 43.10 100.00%
43.1
83.1
5000
fo5.1 o040 20160 2080 2100
.0229.0 : : : :
ol i |4 19102200 280.3318.2357.0 43114761 | 177 B5.10  88.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127777: Cyclohexadecane, 1,2-diethyl-
43.q
97.0 280.0
5000 USRS VN B
20.40 20.60 20.80 21.00
30.0 m/z 57.10 88.23%
L T 18102050 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #190526: Fumaric acid, 2-chloropropy! dodecy! ester
.0 117.0
20,40 20.60 20.80 21.00
5000 m/z 69.10 66.10%
it ML
Ll
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)- AR EREEE RS
57.0 20.40 20.60 20.80 21.00
m/z 83.10 64.81%
7.0
5000 “AWNMN““J-NMJ\\vawwMMWA/nm
J AL J 139.0 1820 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO72320\
Data File : BM026858.D

Acq On 23 Jul 2020 19:21

Operator : JU/CG

Sample - L3381-16

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-eth... 6.92 3.1 ng 110879 1 7.28 704488 20.0
n-Hexadecanoic acid 17.65 3.8 ng 176561 4 16.71 937086 20.0
Cyclohexadecane, ... 20.69 7.9 ng 515933 5 20.94 1301750 20.0
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