LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011819\

Data File : BM018641.D

Aca On : 18 Jan 2019 17:37 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1180-01 OILY-STONES

ALS Vial : 8 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 rVB 201355 296520 2.24% 0.310%
2 5.328 374 381 396 rBVY 4063578 5777894 43.64% 6.046%
3 6.910 643 650 665 rBY 3722204 6006407 45.37% 6.286%
4 7.269 704 711 728 rBVY 4103650 6581810 49.71% 6.888%
5 7.734 784 790 797 rBV 780030 1242320 9.38% 1.300%
6 8.051 837 844 853 rBVY 3253735 5269781 39.80% 5.515%
7 8.904 981 989 1002 rBY 2283994 3820634 28.86% 3.998%
8 10.527 1257 1265 1272 rBV 906593 1552055 11.72% 1.624%
9 12.998 1677 1685 1698 rBVY 5975052 8856252 66.89% 9.268%
10 13.845 1823 1829 1841 rBvV 299457 443764 3.35% 0.464%

11 14.257 1892 1899 1912 rBV2 49814 137300 1.04% 0.144%
12 14.386 1914 1921 1937 rVB2 1241553 1965925 14.85% 2.057%
13 15.880 2166 2175 2190 rBV 4482694 6718216 50.74% 7.030%
14 17.133 2382 2388 2400 rBV 1640805 2345921 17.72% 2.455%
15 18.021 2532 2539 2549 rBvV 967042 1521806 11.49% 1.593%

16 19.309 2753 2758 2765 rBV 426037 664275 5.02% 0.695%
17 19.768 2830 2836 2844 rBV 10954117 13240093 100.00% 13.855%
18 21.027 3046 3050 3058 rBV 656614 798284 6.03% 0.835%
19 21.327 3096 3101 3111 rBV 2374026 2970032 22.43% 3.108%
20 21.468 3121 3125 3130 rBV 503645 555957 4._.20% 0.582%

21 21.903 3195 3199 3206 rBV 1172853 1410983 10.66% 1.477%
22 22.374 3273 3279 3285 rBV 2076125 2960071 22.36% 3.098%
23 22.886 3360 3366 3383 rVB 2853738 4466463 33.73% 4.674%
24 23.462 3457 3464 3479 rVV 2983518 5175744 39.09% 5.416%
25 23.597 3481 3487 3499 rVB2 1471588 2955794 22 .32% 3.093%

26 24.115 3569 3575 3586 rVB 2246478 4342441 32.80% 4.544%
27 24.874 3697 3704 3714 rBV 1172477 2605164 19.68% 2.726%
28 25.762 3850 3855 3865 rvB2 353795 876644 6.62% 0.917%

Sum of corrected areas: 95558550
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BM018641.D
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Abundance TIC: BM018641.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 12

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

4.88 4.77 ng 296520 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 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Propanoic acid. 3-nitro-. methvl... 133 C4H7NO4 020497-95-4 17
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 17

Abundance Scan 305 (4.881 min): BM018641.D (-300) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 M ————
4.60 4.80 5.00 5.20
83.1
e B 70 h77 B9.10 55.98%
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 L
59.0 460 480 500 5.20
m/z 101.10 23.71%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
460 480 500 520
0
5000 1010 m/z 58.10 14.08%
%80 84.0
27 -
...‘a|.‘W.‘i‘l..“l“i..‘.‘.l‘l...|‘....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime T T T T
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.67%
5000
101.0
150 | 0.0 840
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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.

7.27 105.96 ng 6581810 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 711 (7.269 min): BM018641.D (-704) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.1 RS SRS SRR RS SO
40.0 7.00 7.20 7.40 7.60
0 .':',...!,'!.1.15.'?..'J.,....,....,....,2(.)7.'9. m/z 68.10 37.13%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I I R I I
7.00 7.20 7.40 7.60
310 510 m/z 134.00 33.23%
J'H!'“'l'!'m""l""w'"|""w"'|""|”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
700 7.20 7.0 7.60
5000 m/z 66.10 24 . 77%
T J' |'?%;q k'7ﬂlo'“8§3q JI J“ L L L S L B
m/z--> 40 60 80 100 120 140 160 180 200 A
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.83%
5000 67.0
41.0 97.0
‘ ‘ 117.0
----“i“--“-“-|‘-“1‘-‘-ﬁ|2'-0-‘-‘*|----‘\--H-|----|----|----|----
m/z--> 40 60 80 100 120 140 160 180 200 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 : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.02 12.97 ng 1521810 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2539 (18.021 min): BM018641.D (-2532) (-) m/z 73.00 100.00%

430 730

5000 129.1

—

213.2

1571 1851 256.3 17.80 18.00 18.20 18.40

01 m/z 43.05 89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 LN B B L L L L LB
129.0 17.80 18.00 18.20 18.40
H 97.0 185.0 228.0 m/z 60.00 79.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
R e EEREE R R RS R
3.0 17.80 18.00 18.20 18.40
5000 73 m/z 41.10 76.75%
97.0 129.0 256.0
,....,\.\..h.\.‘.H.\.,m»...w‘,‘...».,..w.. 1201710 10402130 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid R e A
43.0 73.0 17.80 18.00 18.20 18.40
‘ m/z 55.05 69.01%
5000
‘ o0 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 13
R.T. EstConc Area Relative to ISTD R.T.

19.31 4.47 ng 664275 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2758 (19.309 min): BM018641.D (-2753) (-) m/z 43.05 100.00%

43.0
5000 | Av‘fyh_,ﬁﬁAghj\\uww/VNn_“NA~
. 185.1  241.2

283 19.00 19.20 19.40 19.60
355.1 429.0 : 3 : ;

m/z 73.00 91.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid

8

19,00 19.20 19.40 19.60
m/z 41.10 76.26%

5000

E

m/z--> 50 100 150 200 250 300 350 400
Abundance #83686: Pentadecanoic acid
R R R AR R m e S
19.00 19.20 19.40 19.60
5000 29 129.0 m/z 60.00 74 .68%
' 199.0 242.0
Jl«mlml
m/z--> 50 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid A RE e R
73.0 19.00 19.20 19.40 19.60
m/z 55.10 74 .01%
5000 129.0
29. 185.0 228.0
m/z--> 50 100 150 200 250 300 350 400 19. OO 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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-Hexadecanesulfonyl chloride Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.03 5.38 ng 798284 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 90
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 76
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 76
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74

Abundance Scan 3051 (21.033 min): BM018641.D (-3046) (-) m/z 57.10 100.00%
57.1
5000 /
UV AR N IR
391 20.80 21.00 21.20 21.40
o 171.0 209.0 252.3283.0 355.0 415.0 n/z 43.05 82 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0
97.0
5000 LR UM UL BRI B
20.80 21.00 2120 21.40
m/z 71.10 62.46%
26/0, " 1810 22M0 2710 397
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
20.80 21.00 21.20 21.40
5000 83.0 m/z 55.10 58.20%
11 ‘ | 1250 1690 199 2520
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R e
57.0 20.80 21.00 21.20 21.40
m/z 83.10 49.83%
97.0
5000
260) | | ‘ ! } 133019992020 #2830
T—r Tt LI I B N B B B B N B BN B B N B —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
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 : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.47 3.74 ng 555957 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 3125 (21.468 min): BM018641.D (-3121) (-) m/z 57.10 100.00%

51.1

5000 —A

9.1 e

1412 2070 2670 342.0 429.1 475.1 21.20 21.40 21.60 21.80
O A A A Ly 2670 3420 4291 47511 Tnzz 43,10 69.36%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane

5000 S AEER R
21 20 21. 40 21. 60 21. 80

9.0 m/z 71.10 68.15%
141.0 183.0 240.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane
A
RN SR R L AERAR
21.20 21.40 21.60 21.80
5000 m/z 85.10 53.80%
9.0
| 141-0183.0 225.0 267.0 309.0 351.0  422.0

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

21.20 21.40 21.60 21.80
m/z 41.10 27.80%

5000

15. 296.0
m/iz--> 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 : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 Eicosane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.37 19.93 ng 2960070 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3278 (22.368 min): BM018641.D (-3273) (-) m/z 57.10 100.00%
57.1
5000 jL
o1 22.00 22.20 22.40 22.60 '
141.1
oL AL 38 aee1 2250 2671 s003 351 asno_amo1 7t TGN 6g 7y
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155179: Eicosane, 9-octyl-
43.0
5000 5.0
22.00 22.20 22.40 22.60
281.0 m/z 43.10 69.72%
AbA L PBi0 PR | seoseso
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57.0
22.00 22.20 22.40 22.60
5000 m/z 85.10 53.77%
99.0
AL 0 es0 PP se0ma0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130022: Heptadecane, 9-hexyl-
43.0 22.00 22.20 22.40 22.60
m/z 55.10 25.76%
5000 85.0
‘ | 127.0 169, 02 M  267.0 323.0
m/z--> 55 100 1éo 200 250 300 350 400 450 ' 22100 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 10 Octadecane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.89 30.22 ng 4466460 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
4 Tetratriacontane 479 C34H70 014167-59-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3367 (22.891 min): BM018641.D (-3360) (-) m/z 57.10 100.00%
57.1 h
5000
0.0 22.60 22.80 23.00 23.20
141.1 183.2
ol d 1|, Ll 35222252 2811 337.4 4086 4890 n 77110  72.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99485: Octadecane, 2-methyl-
43.0
5000 N LA T SR U
5.0 22,60 22.80 23.00 23.20
m/z 43.10 69.93%
| 1210 169.0 2250 2680
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #147098: Docosane, 11-butyl-
57.0
o a0 750 2ae
5000 m/z 85.10 54 _.95%
99.0
‘ ‘ | 1410 2100 530 3090 346
m/z--> 50 100 150 260 250 360 350 400 450 '
Abundance #147096: Docosane, 9—buty|— LIS L L L L L B
57.0 2260 22.80 23.00 23.20

m/z 55.05 26 .00%

5000
99.0
‘ J I ]‘.410 1820 253.0 3090 365.0

m/z--> 50 100 150 200 250 300 350 400 450 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 11 Docosane, 7-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.46 35.02 ng 5175740 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 7-hexvl- 394 C28H58 055373-86-9 95
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3464 (23.462 min): BM018641.D (-3457) (-) m/z 57.10 100.00%
57.1
5000
o | 23.20 23.40 23.60 23.80
141. 1183 2
o AL e 2as2 aesasarsares a0 s 2RO,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155180: Docosane, 7-hexyl-
57.0
5000 UL SULIUSE BRI BN IR
Bmmmmmmm
9.0 1820 m/z 43.10 68.47%
A s 0oer.0 P ss10030
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57.0
2320 23.40 23.60 23.80
5000 m/z 85.10 54 _.23%
9.0
N | 141.0183.0225, 0267 0309.0351.0 408.0
m/z--> 6 55 160 1%0 260 250 360 3%0 460 4%0 560 séo
Abundance #115570: Heneicosane T T T
Bmmmmmmm
m/z 55.05 25.44Y%
5000
9.0
141.0183.0225.0  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2320 2340 2360 2380
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 12 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .11 29.38 ng 4342440 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 94
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
Abundance Scan 3574 (24.109 min): BM018641.D (-3569) (-) m/z 57.10 100.00%
57.1
5000
e 23.80 24.00 24.20 24.40
141.1 . ) . )
N 1|, Li{ 118322252 261132333663 4161 4751 5350 77 71 .10  71.84%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115569: Heneicosane
57.0
5000 NNV A AR
23.80 24.00 24.20 24.40
9.0 m/z 43.05 68.30%
g ||} ] 1018302250 2080
miz--> 6""s'o'"ic')d"isd"'zoé'"256"éod"ééd"&éd"&éé"éc')d""
Abundance #142113: Heptadecane, 9-octyl-
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 54 _.48%
9.0
AL 00 P00
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115573: Eicosane, 3-methyl- R e
57.0 23.80 24.00 24.20 24.40
m/z 55.05 25.77%
5000

F%01410183022502670

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 13 Hexadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .87 17.63 ng 2605160 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 93
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3703 (24.868 min): BM018641.D (-3697) (-) m/z 57.10 100.00%

-

5000
]ﬂlf '1 169.2 2252 2951 351.4402.1 461.0 24,60 24.80 25.00 2520 _
e N HESSEESa m/z 71.05 74.51%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #82615: Hexadecane, 2-methyl-
57.0

197.0 24.60 24.80 25.00 25.20
m/z 43.10 67.40%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57.0

:

24.60 24.80 25.00 25.20
5000 m/z 85.10 54 _39%

13.0
J]ﬂﬁ 16902250 3110 4100

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

l%

Abundance #172957: Tetratetracontane
57.0 24.60 24.80 25.00 25.20
m/z 55.05 25.08%
5000
130 169.0
) 225 0 281. 0 337. 0 393.0 449.0 505.0 562.0 617.0
T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011819\
Data File : BM018641.D

Aca On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample : K1180-01

Misc :

ALS Vial : 8 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 14 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
25.76 5.93 ng 876644 Perylene-di12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3855 (25.762 min): BM018641.D (-3850) (-) m/z 57.10 100.00%
57.1
5000 a~*/«V/«\“ww}ﬁ\~,»\_d_,ﬂa-
i 25.40 25.60 25.80 26.00
183.1 266.1 : : : :
e AL, 200 ALl AISd A7sd 84910 huz 71.10  70.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107653: Eicosane
57.0
5000 R AR AL AR AR
2540 25.60 25.80 26.00
m/z 43.10 67.90%
| 141.018302250 2820
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
57.0
25.40 25.60 25.80 26.00
5000 m/z 85.10 54 _.52%
9.0
15.0 | 141.0183.02250  296.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane BRI
57.0 25.40 25.60 25.80 26.00
m/z 55.10 22.43%
5000
9.0
15.0 1 141.0183.0225.0267.0311.0 367.0410.0
mz-> 0 55 100 1éo 200 250 300 350 400 450 500 550 2540 25.60 25.80 26.00

8270-BM010919.M Sat Jan 19 00:40:59 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011819\
Data File : BM018641.D

Acq On : 18 Jan 2019 17:37

Operator : JU/SJ

Sample - K1180-01

Misc :

ALS Vial : 8 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 4.8 ng 296520 1 7.73 1242320 20.0
unknown? .27 7.27 106.0 ng 6581810 1 7.73 1242320 20.0
Tetradecanoic acid 18.02 13.0 ng 1521810 4 17.13 2345920 20.0
Octadecanoic acid 19.31 4.5 ng 664275 5 21.33 2970030 20.0
1-Hexadecanesulfo... 21.03 5.4 ng 798284 5 21.33 2970030 20.0
Heptadecane 21.47 3.7 ng 555957 5 21.33 2970030 20.0
Eicosane, 9-octyl- 22.37 19.9 ng 2960070 5 21.33 2970030 20.0
Octadecane, 2-met... 22.89 30.2 ng 4466460 6 23.60 2955790 20.0
Docosane, 7-hexyl- 23.46 35.0 ng 5175740 6 23.60 2955790 20.0
Heneicosane 2411 29.4 ng 4342440 6 23.60 2955790 20.0
Hexadecane, 2-met... 24.87 17.6 ng 2605160 6 23.60 2955790 20.0
Eicosane 25.76 5.9 ng 876644 6 23.60 2955790 20.0
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