LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 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 4.881 300 305 314 rBV 223988 326332 2.77% 0.408%
2 5.328 374 381 394 rBVY 4380396 6200710 52.63% 7.758%
3 6.910 641 650 666 rBY 4057284 6726183 57 .09% 8.415%
4 7.269 704 711 723 rBVY 4607313 7107531 60.33% 8.892%
5 7.734 781 790 797 rBV 837600 1318660 11.19% 1.650%
6 8.051 837 844 854 rVB 3416541 5414999 45.96% 6.775%
7 8.904 981 989 1002 rBY 2447783 4129978 35.06% 5.167%
8 10.528 1257 1265 1273 rBV 960976 1644037 13.95% 2.057%
9 12.998 1678 1685 1700 rBVY 5524101 8127660 68.99% 10.168%
10 13.845 1823 1829 1843 rBvV 408882 624206 5.30% 0.781%

11 14.257 1890 1899 1910 rBV3 46915 142288 1.21% 0.178%
12 14.386 1914 1921 1933 rVB2 1267220 2031018 17.24% 2.541%
13 15.880 2167 2175 2193 rBV 4522500 6922838 58.76% 8.661%
14 17.133 2382 2388 2400 rBV 1728650 2434813 20.67% 3.046%
15 18.021 2533 2539 2549 rBvV 669189 1025496 8.70% 1.283%

16 19.304 2753 2757 2766 rBvV2 252353 373568 3.17% 0.467%
17 19.768 2830 2836 2846 rBV 9502648 11781039 100.00% 14.739%
18 20.521 2961 2964 2968 rBV 185702 206484 1.75% 0.258%
19 21.027 3045 3050 3061 rBV 607185 818791 6.95% 1.024%
20 21.327 3096 3101 3111 rBV 2320633 2981893 25.31% 3.731%

21 21.462 3121 3124 3129 rVB 296346 311992 2.65% 0.390%
22 21.903 3195 3199 3204 rBV 419895 571321 4._.85% 0.715%
23 22.368 3274 3278 3285 rBV 637191 827327 7.02% 1.035%
24 22.880 3361 3365 3370 rBvV 761879 1056609 8.97% 1.322%
25 23.456 3457 3463 3471 rBV 933237 1512833 12.84% 1.893%

26 23.597 3481 3487 3495 rVB 1519245 2879298 24.44% 3.602%
27 24.109 3569 3574 3582 rVB 770169 1497245 12.71% 1.873%
28 24.874 3698 3704 3711 rVB 436842 935605 7.94% 1.171%

Sum of corrected areas: 79930754

8270-BM010919.M Sat Jan 19 00:42:02 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vvial : 14 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1I\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
Abundance TIC: BM018647.D
8000000
6000000
7.27
5.33
4000000 6.91
8.05
8.90
2000000
7.73 10.53
4188
O e e o A e e a i B B A e T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM018647.D
19.77
8000000
6000000 13.00
15.88
4000000
2000000 17.13
14.39
18.02
13.85 14 19.30 20.5;
- e S T T T T T e T T T R e e e e R e
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018647.D
8000000
6000000
4000000
21.33
2000000 23%5'60
22.88 - 24.11
2103 |hy 46 21.90 5% I A” N 24.87
O T L o L o a2 A L A
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM010919.M Sat Jan 19 00:42:03 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.88 4.95 ng 326332 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 56
2 3-Octanol 130 C8H180 020296-29-1 33
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 305 (4.881 min): BM018647.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 ) e
4.60 4.80 5.00 5.20
83.0
.,....'il...~!~|,....,'....-,....,....,....,....,....,29‘?-?. m/z 59.10 59.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LA L UL A
59.0 460 480 500 5.20
m/z 101.10 23.62%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #13175: 3-Octanol
59.0
460 480 500 520
5000 41.0 83.0 m/z 58.05 15.55%
101.0
M L wme
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R R e EBAEE naa
59.0 4.60 4.80 5.00 5.20
m/z 41.05 10.32%
5000 101.0
27.0 42.0 116.0
W'W“JM“'“W"”?+9"w"'|"”|""w"'l'”'l"" R UL S R R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 2 unknown7.27 Concentration Rank 1

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

7.27 107.80 ng 7107530 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 711 (7.269 min): BM018647.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SRS R RS SO
40.0 54 7.00 7.20 7.40 7.60
gLl N m/z 68.10 36.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR AL I I
7.00 7.20 7.40 7.60
310 510 m/z 134.00 32.58%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 720 7.40 7.60
5000 67.0 m/z 66.10 24.92%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.91%
74.0
5000 98.0 116.0
: IIIIIII‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| e
m/z--> 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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.02 8.42 ng 1025500 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2539 (18.021 min): BM018647.D (-2533) (-) m/z 73.00 100.00%

43.0 .0

73
5000 1291
| ' 3 a1 " 17.80 18.00 18,20 18.40 |
gy ' ' ; m/z 43.05  90.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
73.0

43.0
5000 256.0 L B e B S
. 17. 80 18 00 18. 20 18. 40
. 213.0 m/z 60.00 75.96%
157.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

%

Abundance #75071: Tetradecanoic acid
73.0
R e AR RARRE R
43.0 17.80 18.00 18.20 18.40
m/z 41.10 73.52%
5000 129.0
185.0 228.0
| Wi,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid e e e AR
43.0 73.0 17.80 18.00 18.20 18.40
‘ m/z 55.05 67.92%
5000
129.0
214.0
e |
o \IM MH " ‘| | ! —_—
Trrr[rror TrrryprrorT IIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT[TTT _'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_ﬁ
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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 5 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.30 2.51 ng 373568 Chrysene-di12 21.33
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 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2756 (19.298 min): BM018647.D (-2753) (-) m/z 73.10 100.00%
431 741
5000 1291 ,WN,Mh,wWWNmJA\wv«aw«m-1\
97.0 185.1 241.2 B o B BRE R
163, 213.2 284.3 19.00 19.20 19.40 19.60
S—] R m/z 43.10 87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
430 730
5000 AR A B SRR
19. 00 19. 20 19. 40 19. 60
m/z 60.00 78.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73.0
43.0 19,00 19.20 19.40 19.60
m/ 41 .05 73.29Y%
5000 129.0 z 0
185.0 228.0
Iy
‘\ ‘H‘ ‘:‘::JHH”‘E“'”::‘|:|I-|5|79|‘|||||||‘||||| |||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid e B B
43.0 73.0 19.00 19.20 19.40 19.60
m/z 57.05 73.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1560'1526 iéioliéeall
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 6 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.03 5.49 ng 818791 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
3 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3051 (21.033 min): BM018647.D (-3045) (-) m/z 57.05 100.00%
57.0
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
39.1160.1 200.0 248.8281.0 20.80 21.00 21.20 21.40
- .I.-Jl.l “ iy ST 32483951 A0L1L sz 43.05  89.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 RN U UM BRI
20.80 21.00 2120 21.40
m/z 55.05 62.07%
39.0
Ldaldk, } 90 1820 2240 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance . #131829: Methoxyacetic acid, heptadecy! ester
1 o0 AUV UR BN IR
20.80 21.00 21.20 21.40
5000 m/z 71.05 61.53%
283.0
25.0 238.0
ol i Ll h o A G . N
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0 20.80 21.00 21.20 21.40
m/z 83.10 55.34%
97.0
5000
39.0
27}0\‘ H\J\ J l | f “\ I }8;0\ 224.0 27-}'0 307.0
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\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 7 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.46 2.09 ng 311992 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3124 (21.462 min): BM018647.D (-3121) (-) m/z 57.05 100.00%
57.0
5000
*1 21.20 21.40 21.60 21.80
412  207.0 : : :
0 ...-.,..s.ll;l.}.s,t.s..,'....,.2.8.2:0,..?4.2,'9...4.0,1-.1...,?7.5.-1., m/z 43.10 74.11%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57.0
5000 L TN B SN R

21.20 21,40 21.60 21.80
m/z 71.10 71.01%

I | 1| | 314.1'? 183.0 225.0 282.0

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

Abundance #115570: Heneicosane
57.0
21.20 21.40 21.60 21.80
5000 m/z 85.10 52.69%
9.0
15.q | | J | 141018302250  296.0
I i o o o N L o B o e e R S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57.0 21.20 21.40 21.60 21.80

m/z 41.10 30.48%

5000
9.0
| ||, 141.0183.02250 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21. 60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 8 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.90 3.83 ng 571321 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 96
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3198 (21.898 min): BM018647.D (-3195) (-) m/z 57.10 100.00%

517.1
5000

9.1
141.1 207.0 21 60 21.80 22.00 22.20
,....,....J|,.'.1.4,....,...2‘.‘9.0..?09.3.??7..1.49?.9..,‘.‘7.5..3,..?‘.‘?.2 m/z 43.10 70.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130016: Tricosane

5000 R EREEEE RS e
21 60 21. 80 22. OO 22 20

m/z 71.05 67 .28%

324.0
141.0183.0025 0267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

21.60 21.80 22.00 22.20
m/z 85.10 53.06%

5000

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #142113: Heptadecane, 9-octyl-

7.0 21.60 21.80 22.00 22.20

m/z 41.05 28.30%
5000
9.0
239.0
L 01es0 T 8103230
o o o e e N AL B e e e R R EAREEE R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 Octadecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.88 7.34 ng 1056610 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Nonacosane 408 C29H60 000630-03-5 91
Abundance Scan 3365 (22.880 min): BM018647.D (-3361) (-) m/z 57.10 100.00%
57.1 q
5000
30 22.60 22.80 23.00 23.20
41.1183.2 : : : :
A 1|, [ 141832 2392 20423010 4169 4751 5002 1777110 71.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 q
Abundance #99485: Octadecane, 2-methyl-
43.9
5000
5.0 22.60 22.80 23.00 23.20
m/z 43.10 69.46%
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #99478: Tridecane, 7-hexyl-
57.0 t
2260 22.80 23.00 23.20
5000 m/z 85.10 55.91%
182.0
9.0 |
| | 141.0 22502660
I I

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- R e N Eaa
7.0 22.60 22.80 23.00 23.20
m/z 55.10 25.89%
5000
9.0
239.0
‘ | 14101830 “*7"Vog1 0323.0
I L o R B e L B = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 60 22. 80 23. OO 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 11 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.46 10.51 ng 1512830 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3464 (23.462 min): BM018647.D (-3457) (-) m/z 57.10 100.00%

517.1
5000

9.1 LB e ]

141.1 23. 20 23. 40 23 60 23. 80
183.2 225.2 .
....,...‘.1|,.l'.l.!,m..‘.,....,...29.5,?...?‘??-‘.‘.f‘?‘?-.l.,..“??-,z m/z 71.10 74.84%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57.0

5000 LB B s N R
23. 20 23. 40 23 60 23. 80

m/z 43.05 65.67%

9.0
15.9 ]F | ; 141.0183.0 225.0 267.0 309.0  380.0
B o o o e L B e o o B e o e e e o B o R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane
57.0

23.20 23. 40 23 60 23.80

5000 m/z 85.05 54.99%
9.0
15.Q Il | j 141.0183.0225.0 267.0 311.0 367.0 410.0
A e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #136482: Tetracosane R e N N Eana
57.0 23.20 23.40 23.60 23.80

m/z 55.05 25.33%

5000
9.0
J 141018302250 2670 3380

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 20 23. 40 23 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 12 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.11 10.40 ng 1497250 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3574 (24.109 min): BM018647.D (-3569) (-) m/z 57.10 100.00%

517.1
5000
_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[

TM 23.80 24.00 24.20 24.40
169.2 - - - :
A A L 22252 2951 9851 4160 4781 | m/z 71.10 72.32%

T T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane

-

5000
23.80 24.00 24.20 24.40

m/z 43.10 69 .35%

169.0 2250 296.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #172957: Tetratetracontane
57.0
S R EEE e e E
23.80 24.00 24.20 24.40
5000 m/z 85.10 56.45%
13. O
| ,169.0 225.0 281.0 337. O 393.0 449.0 505.0 562.0 617.0
R o AR R AR R e e o o S RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane AR R e
57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.42%
13. O
,169.0 225, 0 311 0 410 0
T

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018647.D

Aca On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample : K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 13 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .87 6.50 ng 935605 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Tetratriacontane 479 C34H70 014167-59-0 87
Abundance Scan 3703 (24.868 min): BM018647.D (-3698) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
Tt | 24.60 24,80 25.00 25.20
183.1 : : : :
Oh ,....l|,.1.1..,....,2.2:“3..22‘?7.9?0.9.3.3?55..1..‘,‘?7..0. 4750 54920 gz 71,10 74.24%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.4
24.60 24.80 25.00 25.20
196. m/z 43.10 65.62%
Y yeeomo
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160628: Triacontane
57.0
| 24.60 24,80 25.00 25.20
5000 m/z 85.10 55.10%
9.0
| 1#1.0183.0225.0267.0309.0351.0  422.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane e e
24.60 24.80 25.00 25.20

m/z 55.05 26.08%

%

5000

%

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018647.D

Acq On : 18 Jan 2019 21:12

Operator : JU/SJ

Sample - K1189-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
Quant Title : 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 5.0 ng 326332 1 7.73 1318660 20.0
unknown? .27 7.27 107.8 ng 7107530 1 7.73 1318660 20.0
n-Hexadecanoic acid 18.02 8.4 ng 1025500 4 17.13 2434810 20.0
Octadecanoic acid 19.30 2.5 ng 373568 5 21.33 2981890 20.0
1-Nonadecene 21.03 5.5 ng 818791 5 21.33 2981890 20.0
Eicosane 21.46 2.1 ng 311992 5 21.33 2981890 20.0
Tricosane 21.90 3.8 ng 571321 5 21.33 2981890 20.0
Octadecane, 2-met... 22.88 7.3 ng 1056610 6 23.60 2879300 20.0
Heptacosane 23.46 10.5 ng 1512830 6 23.60 2879300 20.0
Heneicosane 2411 10.4 ng 1497250 6 23.60 2879300 20.0
Pentadecane, 8-he... 24.87 6.5 ng 935605 6 23.60 2879300 20.0
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