LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample : K1964-05

Misc :

ALS Vial : 19 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-BM031119.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 5.234 376 382 394 rBVY 1104407 1650963 12.24% 2.595%
2 6.816 644 651 667 rBV 669386 1152240 8.54% 1.811%
3 7.169 704 711 727 rBVY 2293908 3696714 27.41% 5.811%
4 7.634 783 790 799 rBV 733449 1161753 8.61% 1.826%
5 7.945 836 843 854 rBVY 2978538 4773374 35.39% 7.503%
6 8.804 981 989 1010 rBY 2450539 4259683 31.58% 6.696%
7 10.416 1255 1263 1278 rBV 998704 1784364 13.23% 2.805%
8 12.904 1678 1686 1701 rBV 7681393 10946939 81.16% 17.207%
9 14.286 1915 1921 1930 rBV2 1707677 2642410 19.59% 4.154%
10 15.792 2170 2177 2198 rBVY 4084138 5831968 43.24% 9.167%

11 17.045 2384 2390 2404 rBV2 2141683 3119768 23.13% 4.904%
12 17.939 2537 2542 2552 rBV 406036 648970 4.81% 1.020%
13 19.227 2757 2761 2770 rBV 282264 427747 3.17% 0.672%
14 19.686 2833 2839 2853 rBV 11293934 13487730 100.00% 21.201%
15 20.245 2931 2934 2941 rBV2 100387 140879 1.04% 0.221%

16 20.950 3050 3054 3061 rBV 223955 305925 2.27% 0.481%
17 21.245 3099 3104 3113 rBV 2161317 2777092 20.59% 4 _.365%
18 21.380 3124 3127 3132 rBV 151103 165978 1.23% 0.261%
19 21.809 3197 3200 3204 rBV 268387 281384 2.09% 0.442%
20 22.262 3274 3277 3283 rVB 371033 500719 3.71% 0.787%

21 22.762 3358 3362 3369 rVB 395829 549340 4_.07% 0.864%
22 23.321 3453 3457 3467 rVB 353152 565876 4._.20% 0.889%

23 23.474 3476 3483 3492 rVB2 1215805 2292249 17.00% 3.603%
24 23.956 3561 3565 3572 rVB 249238 453433 3.36% 0.713%

Sum of corrected areas: 63617498
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO032019\
Data File : BM019279.D

Aca On - 21 Mar 2019 01:37

Operator : JU/SJ

Sample : K1964-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.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: BM019279.D

le+07
8000000
6000000

4000000

7.95
7.17 8.80

2000000
5.23 6.82 763 10.42
. \ ) i L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019279.D

19,69
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6000000
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Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019279.D

le+07
8000000
6000000

4000000

21.24
2000000 23.47

21.81 22.26 22.76 23/6}5l .
20.95 [21.38 G . 23.96

]

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.17 Concentration Rank 2

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

7.17 63.64 ng 3696710 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 711 (7.169 min): BM019279.D (-704) (-) m/z 132.00 100.00%
132
5000 68 j\_
40 54 \ %6 6.80 7.00 7.20 7.40 7.60
0...,....-r'..:'.,-!'..':-Ef?..!,'!.1.1.‘?.. T — 2 V] m/z 68.10 46.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R A R I
6.80 7.00 7.20 7.40 7.60
105 m/z 134.00 32.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 30.29%
104
ol 27 5 | §0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- P e
132 6.80 7.00 7.0 7.40 7.60
m/z 69.05 19.11%
117
5000
91
39 ‘
0...,.‘...‘,..“.‘.,l‘...‘,..‘..,.‘..l‘.:“‘. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.94 4.16 ng 648970 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Undecanoic acid 186 C11H2202 000112-37-8 43
5 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 30

Abundance Scan 2542 (17.939 min): BM019279.D (-2537) (-) m/z 73.00 100.00%

¢]

7
43 5
5000
129
97 115 157171185 213 256 IIIIIIIIIIIIIIIIIIIIII
143 199 | 227 281 17.60 17.80 18.00 18.20
] m/z 59.95 70.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43

60
5000 L [N L L L L DL L |
17.60 17.80 18.00 18.20
83 - o6 m/z 43.05 59.38%
. 97 1151291 43157171185199213 997 240>

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

:

SN
w
a
~
-
®

17.60 17.80 18.00 18.20
m/z 57.10 54.44%

5000

29
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid T
7 17.60 17.80 18.00 18.20
m/z 55.05 52.88%
43 5
5000 129
29
143157 214
ol ettt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.23 3.08 ng 427747 Chrysene-di12 21.24
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 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2762 (19.233 min): BM019279.D (-2757) (-) m/z 73.00 100.00%

5000

19.00 19.20 19.40 19.60

0! m/z 60.00 77.02%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
4_3 7
5000 129 LI L L L L B
9 19.00 19.20 19.40 19.60
! 185 o 2B m/z 43.10 72.76%
0 15 n .115.7| I I2].'3| I 265 \
- T T T I T T T T I T T T T T T T T I T T T T I T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83683: Pentadecanoic acid
443 73
e e AR ERmaE e
19.00 19.20 19.40 19.60
5000 m/z 57.05 69.07%
129 242
AL | ger
ol MLJ¥J“.‘..ﬂF§ oI < 3 T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e AL AL R s o
43 19.00 19.20 19.40 19.60
m/z 55.10 62.74%
73
5000 284
129
97
185 213 241
ol Ml g |57 T2 e | sn s e e
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\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Cyclotetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.95 2.20 ng 305925 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 91
2 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90

Abundance Scan 3054 (20.950 min): BM019279.D (-3050) (-) m/z 57.10 100.00%

57

.

5000
7 20.60 20,80 21.00 21.20
236258281 312 343 : : : :
Or——thpll; m/z 83.05 95.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane

-

5000

20 60 20. 80 21. OO 21 20
m/z 69.10 89.01%

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)-
55
83 IIIIIIIIIIIIIIIIIIIIIII
20.60 20.80 21.00 21.20
5000 m/z 55.10 83.53%
29
lll
N ‘139 168 196 224 252
....,....,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400
Abundance #142901: 1-Tetracosanol R B .
43 20.60 20.80 21.00 21.20
m/z 43.05 76.69%
5000
18 111
o J[‘l\‘ 1 ‘140 168 196 _ 238 266 308 336
i e e R e EREEE R
m/z--> 200 250 300 350 400 20 60 20. 80 21. 00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.81 2.03 ng 281384 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 3200 (21.809 min): BM019279.D (-3197) (-) m/z 57.05 100.00%
7
85
5000

21.40 21.60 21.80 22.00 22.20
m/z 71.10 87 .88%

155 197 238 281 324 358 402430 475

04
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane

21.40 21.60 21.80 22.00 22.20

m/z 85.10 59.88%

113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo-
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 43.10 55.93%
29
- | [ 15183011 253
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #123100: Pentadecane, 8-heptyl- B
21.40 21.60 21.80 22.00 22.20
m/z 55.05 22.90%
5000

113141 159 210

239266 309
L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 21.40 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22 .26 3.61 ng 500719 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 87
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86

Abundance Scan 3277 (22.262 min): BM019279.D (-3274) (-) m/z 57.05 100.00%

g7
85
5000

113141 207 22100 2220 22,40 22.60
169 238 281309 344 387 430 475503 549
o...:,....Jl,el.ﬂ..,....,.... Rt cinnli.: LS s L SR e m/z 71.10 91.93%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71

5000
22 00 22.20 22.40 22.60
m/z 85.10 59.02%

99 127
o | (47155183 225253 295 337
L I A A I e o o e o L e N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136481: Tetracosane
7

22 00 22.20 22.40 22.60

5000 85 m/z 43.10 56.09%
29 113
0 | [ 141169197225253281309338
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64576: Tridecane, 3-ethyl- e e as——
43 22. OO 22 20 22. 40 22. 60

m/z 55.05 24 .36%

71
5000
183
99

212

L B B MM R AR as o LS

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. OO 22 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Docosane, 5-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.76 4.79 ng 549340 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3362 (22.762 min): BM019279.D (-3358) (-) m/z 57.05 100.00%
57
85
5000
141 22.40 22.60 22.80 23.00
ol A J J ﬂ il A7y, 197 225 267 207323 357 387 417 | nsz 71.10  88.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #147094: Docosane, 5-butyl-
43
71
5000 NN U AR

22.40 22.60 22.80 23.00
97106 m/z 85.10 60.82%

309
l 155
o b b, ) s s o 200 oo | swrsea
m/z--> 50 100 150 200 250 300 350 400
Abundance #147102: Heneicosane, 11-pentyl-
a3

22. 40 22 60 22. 80 23.00

71

5000 m/z 43.05 56.05%
224
99 295
ol | J | 127 155 183 | 253 7”303 364
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl- A B A
57 22.40 22.60 22.80 23.00

m/z 55.05 23.70%

5000 85

113
37 L Ll 14 169 197 230 267 204 323 352

e SRR

m/z--> 50 100 150 200 250 300 350 400 22. 40 22 60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.32 4.94 ng 565876 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3457 (23.321 min): BM019279.D (-3453) (-) m/z 57.10 100.00%

7

85
5000

—

23.00 23.20 23.40 23.60

113
141 183 225 255281 323 369

0 430 461 m/z 71.05 87.47%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000 L L L L L L L BB |

I T T T
23.00 23.20 23.40 23.60

m/z 85.10 59.16%
o 141 169 197 225 253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151357: Octadecane, 1-iodo-

-

23.00 23.20 23.40 23.60

5000 85 m/z 43.10 55.55%
29
0 J\ | [ 15183011 253
et e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- LR B S Tt
57 23.00 23.20 23.40 23.60
m/z 55.10 21.98%
h ] ML‘
113
0 |77 141 183 211 239 267 296
I o e B A e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60

8270-BM031119.M Fri Mar 22 18:33:28 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019279.D

Aca On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample = K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.96 3.96 ng 453433 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
3 Heptacosane 380 C27H56 000593-49-7 81
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 81
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 80

Abundance Scan 3566 (23.962 min): BM019279.D (-3561) (-) m/z 57.10 100.00%

85
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m/z 71.10 91.09%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032019\
Data File : BM019279.D

Acq On : 21 Mar 2019 01:37

Operator : JU/SJ

Sample - K1964-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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]
unknown7 .17 7.17 63.6 ng 3696710 1 7.63 1161750 20.0
n-Hexadecanoic acid 17.94 4.2 ng 648970 4 17.04 3119770 20.0
Octadecanoic acid 19.23 3.1 ng 427747 5 21.24 2777090 20.0
Cyclotetradecane 20.95 2.2 ng 305925 5 21.24 2777090 20.0
Octacosane 21.81 2.0 ng 281384 5 21.24 2777090 20.0
Heneicosane, 11-(... 22.26 3.6 ng 500719 5 21.24 2777090 20.0
Docosane, 5-butyl- 22.76 4.8 ng 549340 6 23.47 2292250 20.0
Heneicosane 23.32 4.9 ng 565876 6 23.47 2292250 20.0
Pentadecane, 8-he... 23.96 4.0 ng 453433 6 23.47 2292250 20.0
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