LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 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-BM010919 .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 4.875 299 304 312 rVB 256551 364046 2.50% 0.370%
2 5.322 373 380 389 rBVY 4740838 6634517 45.61% 6.748%
3 6.910 642 650 663 rBY 4601114 7296609 50.16% 7.422%
4 7.269 703 711 725 rBVY 4943344 7775046 53.45% 7.908%
5 7.734 783 790 797 rBV 937386 1488404 10.23% 1.514%
6 8.051 836 844 852 rBVY 3735186 59088824 41.17% 6.092%
7 8.898 980 988 999 rBVY 2793869 4558961 31.34% 4_.637%
8 10.522 1256 1264 1271 rBV 1179167 1960625 13.48% 1.994%
9 12.998 1677 1685 1695 rBV 6927211 10155442 69.82% 10.330%
10 13.839 1822 1828 1840 rVB 454508 637670 4.38% 0.649%

11 14.380 1911 1920 1928 rBV2 1701090 2561061 17.61% 2.605%
12 15.874 2164 2174 2184 rBV 6025110 8601471 59.14% 8.749%
13 17.133 2381 2388 2392 rBV 2164558 3059422 21.03% 3.112%
14 17.174 2392 2395 2399 rVB 245609 322586 2.22% 0.328%
15 18.021 2532 2539 2550 rBV2 1491737 2345229 16.12% 2.385%

16 19.192 2733 2738 2744 rVB 559408 740476 5.09% 0.753%
17 19.304 2752 2757 2762 rBV 508309 700232 4._.81% 0.712%
18 19.557 2796 2800 2808 rVB 497818 676865 4._.65% 0.688%
19 19.762 2829 2835 2840 rBV 11675569 14545437 100.00% 14.795%
20 21.021 3045 3049 3059 rVvB2 1797647 2120608 14.58% 2.157%

21 21.103 3059 3063 3072 rBV 487562 613135 4.22% 0.624%
22 21.321 3094 3100 3104 rBV 3142167 4126366 28.37% 4._.197%
23 21.356 3104 3106 3114 rVB 291889 353732 2.43% 0.360%
24 21.462 3121 3124 3132 rVB4 160378 219257 1.51% 0.223%
25 21.915 3195 3201 3211 rVB2 758443 1325502 9.11% 1.348%

26 22.362 3274 3277 3281 rVB 313053 373705 2.57% 0.380%
27 22.874 3360 3364 3368 rBV 603495 1007994 6.93% 1.025%
28 22.921 3369 3372 3382 rVB2 688551 1313373 9.03% 1.336%
29 23.450 3459 3462 3466 rVB 286019 334525 2.30% 0.340%
30 23.592 3480 3486 3502 rVB 1878827 3815016 26.23% 3.880%

31 24.103 3569 3573 3581 rVB 682549 1315453 9.04% 1.338%
32 24.197 3584 3589 3598 rVB 518481 981783 6.75% 0.999%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 98313372
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018657.D

1e+07
8000000

6000000
5.32 7.27

6.91
4000000
8.90
2000000 1052
4.88 n
R e o L L L N e e T

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BM018657.D

19,76

1e+07

8000000
13.00

6000000 15.87

4000000

17.13
2000000 14.38 18.02

13.84 117 19199309.ﬁ

e o L R R L N

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018657.D

1e+07
8000000
6000000

4000000 21.32
23.59

21.02
2000000
21.92 2R 53 4 246480
19h386a6 22.36 .

e

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\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.88 4.89 ng 364046 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 305 (4.881 min): BM018657.D (-299) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ) A A
| 831 4.60 4.80 5.00 5.20
SNBSS P SO | A S S m/z 59.10 56.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL AR RN U
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 23.93%
"'P"W'?1$'“”"h"P'“W"qu”'?%g'P"“'l”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520
5000 1.0 m/z 58.10 14.16%
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime T T T
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.58%
5000
101.0
150 310 | 89490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.27 Concentration Rank 1

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

7.27 104.48 ng 7775050 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 711 (7.269 min): BM018657.D (-703) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.1 RS SRS R RS SO
40.0 540 J 7.00 7.20 7.40 7.60
ag21 | ,us0 )l 1930 m/z 68.10 36.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 R RS RS RS SR

7.00 7.20 7.40 7.60

m/z 134.00 32.79%

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

Abundance #48639: Tranylcypromine-propionyl
57.0 132.0
R N R
74.0 7.00 7.20 7.40 7.60
5000 980 1160 m/z 66.10 24.46%
ST PR { O Y N1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.28%
117.0
5000
39.0 91.0
o T
e A '8 G ) C N —
m/z--> 20 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.02 15.33 ng 2345230 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2539 (18.021 min): BM018657.D (-2532) (-) m/z 73.10 100.00%
430 731
5000 129.1 k
. 213.2

256.3 ﬂmmmmmmm
: m/z 43.05 90.15%

157.1 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0
. 17.80 18.00 18.20 18.40
97.0 1 m/z 60.00 86.08%
l i 157.0 185.0
IIIIII III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
430 | 30
17.80 18 00 18. 20 18.40
5000 m/z 41.05 83.40%
129.0
214.0
| A
TV P S PO S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46617: Undecanoic acid R B R
60.0 17. 80 18 00 18. 20 18. 40
m/z 55.10 72 .55%
50001 29.0
85.0 129.0
186.0
09 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.30 3.39 ng 700232 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2756 (19.298 min): BM018657.D (-2752) (-) m/z 43.05 100.00%

5000

19.00 19.20 19.40 19.60
m/z 73.05 98.83%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

:

5000 129.0 e R mamaE SR
19.00 19.20 19.40 19.60
1850 o4 2840 m/z 59.95 81.60%
157.0, | 2130, |
T lII ‘I II T T T I I. T II T L T T T T T T T T I T
m/z--> 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0
430 19.00 19.20 19.40 19.60
m/z 57.05 75.10%
5000 129.0
185.0 228.0
o g ||
. ". L MH; A S . P S
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid R BB BN EEma T
73.0 19.00 19.20 19.40 19.60
m/z 41.10 73.64%
43.0
5000
129.0
1710 2140
0
R R
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.02 10.28 ng 2120610 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3049 (21.021 min): BM018657.D (-3045) (-) m/z 43.10 100.00%
43.1| 83.1
5000
e 50,80 2100 2120 2140
168.1 210.2243.0 281.1 326.1 371.1 415.1 m/z 57.10 98.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98170: 1-Nonadecene
41,0
83.0
20.80 21.00 21.20 21.40
| 250 m/z 55.05  92.43%
| J t | , 1680 266.0
m/z--> 50 160 1éo 200 250 360 3%0 460
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
57.0
97.0
20.|80 21.'00 21.'20 21.'40
5000 m/z 83.10 91.73%
mani M [390 1820 | P00 2970 00
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #137330: 1-Heneicosy! formate R R L e SR
57.0 20.80 21.00 21.20 21.40
97.0 m/z 97.10 81.05%
5000
’J | 1390 1820 2200 294.0 3400 I\
m/z--> 55 160 1éo 260 250 360 3%0 460 20.80 2foo 2150 21h0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7 Diethylene glycol dibenzoate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.10 2.97 ng 613135 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 86
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
3 2-(2-CarboxvvinvD)pvridine. trans 149 C8H7NO2 007340-22-9 49
4 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 43
5 Benzamide, N-(5-acetyl-1,2,3-tri... 230 C11H10N402 129959-33-7 41
Abundance Scan 3062 (21.098 min): BM018657.D (-3059) (-) m/z 105.00 100.00%
1050 149.0
5000
510 230.1
: 20.80 21.00 21.20 21.40
bbbl b AOLR | 2791 81913851 4302 Tnz7149.00  82.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124905: Diethylene glycol dibenzoate
105.0 149.0
5000 NN IR N SR
20.80 21.00 21.20 21.40
m/z 77.00 46.51%
51.0
18.0 || 192.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #51647: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 ? A =
20.80 21.00 21.20 21.40
5000 m/z 230.05 21.20%
4?0
N
m/z--> 50 100 150 200 250 300 350 400
Abundance #22499: 2-(2-Carboxyvinyl)pyridine, trans e ELALA i s
104.0 149.0 20.80 21.00 21.20 21.40
m/z 51.00 11.48%
5000
51.0
d
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 Trichloroacetic acid, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.92 6.42 ng 1325500 Chrysene-di12 21.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 87
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 87
Abundance Scan 3202 (21.921 min): BM018657.D (-3195) (-) m/z 55.10 100.00%
58,1 B7.1
5000 ,j{\Mm,‘ MJ«)
207.0 AL AR B SR B
282 1 mmmmnmnm
A 245.1 328.1 387.0 475.1 n/z 83.10 99 _23%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 AR AU AR
mmmmnmnm
25.0 m/z 97.10 94 _.85%
196.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance i #100814: 1-Octadecanol
55.0 A =
7.0 LU BN SRR B
21.60 21.80 22.00 22.20
5000 m/z 43.10 94 .69%
39.0 252.0
'A IJ”'I'iJ“h#?ﬂ'J"L"'I'”'I"”I"'W""P
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester R AR BE e e
43.0 21.60 21.80 22.00 22.20
m/z 57.10 93.86%
5000 3.0
L1172 168022100 2520
m/z--> 55 160 1éo 200 2éo 360 3%0 460 4éo 560 2160 2180 2200 2220 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9 Pentadecane, 8-heptyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.10 6.90 ng 1315450 Perylene-d12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3572 (24.097 min): BM018657.D (-3569) (-) m/z 57.10 100.00%

57.1
5000

13.1 23.80 24.00 24.20 24.40
169 2 : : : :
Olprrrhy ]11 {2281 2831 34113802 4612 5498 m/z 71.10 69.66%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123099: Pentadecane, 8-heptyl-
57.0
210.0
5000 LI L L L L L L L L
23. 80 24, 00 24 20 24 40
13.0 m/z 43.10 68.87%
' 310.0
- ..jll4ﬁ1m R R B L T o
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107653: Eicosane
57.0
R RREEE S E s
23.80 24.00 24.20 24.40
5000 m/z 85.10 53.37%

]]1? 0 ]_69 0 225 0 282 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

A

Abundance #172957: Tetratetracontane e L
57.0 23.80 24.00 24.20 24.40
m/z 55.10 26.04%
- \_/LA,—/\}\W\‘
13. O

,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. 00 24 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018657.D

Aca On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample : K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .20 5.15 ng 981783 Perylene-d12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 83
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 83
4 1-Docosene 308 C22H44 001599-67-3 76
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 74
Abundance Scan 3589 (24.197 min): BM018657.D (-3584) (-) m/z 57.10 100.00%
511 97.0
5000
LRI B DAL BN B
39.1 23.80 24.00 24.20 24.40 24.60
. 281.0
O I R4 4 1930 23812900 325.13652 4150 80321 /5 43.10  85.00%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #135651: Cyclotetracosane
83.0
43.(
5000 336.0 AU SN BRI I B
23.80 24.00 24.20 24.40 24.60
fao m/z 83.10 84 .46%
UL S EVUWE Gt I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114448: 10-Heneicosene (c,t)
55.0
7.0 LRI S SRR B B
: 23.80 24.00 24.20 24.40 24.60
5000 m/z 97.05 83.83%
14.q ‘ 3?-0 294.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #137330: 1-Heneicosy! formate A B
57.0 23.80 24.00 24.20 24.40 24.60
7.0 m/z 69.10 75.01%
| 0018202220 2940 3499

I I T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.80 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM012519\
Data File : BM018657.D

Acq On : 25 Jan 2019 17:57

Operator : JU/SJ

Sample - K1157-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.88 4.9 ng 364046 1 7.73 1488400 20.0
unknown7 .27 7.27 104.5 ng 7775050 1 7.73 1488400 20.0
n-Hexadecanoic acid 18.02 15.3 ng 2345230 4 17.13 3059420 20.0
Octadecanoic acid 19.30 3.4 ng 700232 5 21.32 4126370 20.0
1-Nonadecene 21.02 10.3 ng 2120610 5 21.32 4126370 20.0
Diethylene glycol... 21.10 3.0 ng 613135 5 21.32 4126370 20.0
Trichloroacetic a... 21.92 6.4 ng 1325500 5 21.32 4126370 20.0
Pentadecane, 8-he... 24.10 6.9 ng 1315450 6 23.59 3815020 20.0
Cyclotetracosane 2420 5.2 ng 981783 6 23.59 3815020 20.0
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