LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 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-BM021119.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 5.287 368 374 390 rBVY 5937595 8340508 76.79% 8.826%
2 6.875 635 644 661 rBY 5357449 8744412 80.51% 9.254%
3 7.228 697 704 719 rBVY 5919165 9190474 84.61% 9.726%
4 7.693 777 783 790 rBVY 1206996 1856260 17.09% 1.964%
5 8.010 829 837 852 rBVY 4367028 6792240 62.53% 7.188%
6 8.863 974 982 999 rBVY 3193129 5248972 48.33% 5.555%
7 10.481 1250 1257 1272 rBVY 1374804 2292246 21.10% 2.426%
8 12.957 1671 1678 1694 rBV 6745538 9967068 91.76% 10.547%
9 13.804 1818 1822 1833 rVB 227986 347356 3.20% 0.368%
10 14.345 1906 1914 1924 rBV2 1636444 2550893 23.49% 2.699%

11 15.839 2162 2168 2182 rBV 4832202 6708927 61.77% 7.100%
12 17.098 2375 2382 2387 rBV 1915603 2646801 24.37% 2.801%
13 17.986 2527 2533 2551 rBV 875751 1337901 12.32% 1.416%
14 19.268 2747 2751 2762 rBV 383700 598796 5.51% 0.634%
15 19.498 2786 2790 2793 rBV 89546 115565 1.06% 0.122%

16 19.727 2824 2829 2839 rBV 9114556 10861545 100.00% 11.494%
17 20.986 3039 3043 3055 rBV 1056816 1510621 13.91% 1.599%
18 21.292 3089 3095 3100 rBV 2593542 3391789 31.23% 3.589%
19 21.427 3114 3118 3122 rBV 408528 440465 4._.06% 0.466%
20 21.856 3187 3191 3200 rBV 701355 1015403 9.35% 1.075%

21 22.321 3266 3270 3278 rVB 1024445 1259092 11.59% 1.332%
22 22.827 3351 3356 3361 rBV 1018165 1430311 13.17% 1.514%
23 23.392 3447 3452 3461 rVB 1009070 1665368 15.33% 1.762%
24 23.539 3471 3477 3492 rVB 1889360 3597939 33.13% 3.807%
25 24.039 3557 3562 3572 rVB 665374 1328115 12.23% 1.405%

26 24.139 3575 3579 3589 rvB4 217721 501674 4.62% 0.531%
27 24.786 3685 3689 3696 rVB 382230 757302 6.97% 0.801%

Sum of corrected areas: 94498043
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM022619\
Data File : BM018936.D
Aca On : 26 Feb 2019 19:11
Operator : JU/SJ
Sample : K1610-03
Misc :
ALS Vvial : 10 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018936.D
8000000
6000000 5.29 7.23
6.87
8.01
4000000
8.86
2000000
769 10.48
O T T T e e e S e e
Time--> 3.%0 4.'00 4.%0 5.'00 5.%0 6.|00 6.|50 7.'00 7.%0 8.00 850 9.00 9.50 10.'00 10.'50 11.00 11.50
Abundance TIC: BM018936.D
19.73
8000000
12.96
6000000
15.84
4000000
2000000 14.35 17.10
17.99
19.27
13.80 9.50
r‘r--——7_ty—_tr et P e e ..Nﬁ”ﬁ#.. T
Time--> 12.00 1250 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: BM018936.D
8000000
6000000
4000000
21.29
2000000 22.32 22.83
24.04
21.86 14 2479
S o e T e o o o e e e T . o e o
Time--> 2150 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 2&%0 27.00 zfso 28.00 2550 2950
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 unknown7.23 Concentration Rank 1

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

7.23 99.02 ng 9190470 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 704 (7.228 min): BM018936.D (-697) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 R L UL IR
40.0 6.80 7.00 7.20 7.40 7.60
0 207.0 2810 /7 68.05 50.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR NN AL IR R

6.80 7.00 7.20 7.40 7.60
m/z 134.00  32.25%

31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
e
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.66%
33.0 105.0
‘ 7?0
L | l I
R A e AR e ARAR Ramas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2744: 2-Cyclohexen-1-one R e s na
68.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.84%
5000
96.0
40.0
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\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 10.11 ng 1337900 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2534 (17.992 min): BM018936.D (-2527) (-) m/z 73.00 100.00%
73.0
43.0 A\w
5000
129.1
98.1 171.1 213.2 256.2 ) 1790 18100 1890 18 40
. . : ﬂmﬂmmmmmmm
o L L b 12820 34100 o780 00 73.92%

m/z--> 50 100 150 200 250 300
Abundance #92226: n-Hexadecanoic acid
3. .0

5000 R EEEESmEEEEn
17. 60 17. 80 1800 18 20 1840

129.0 256.0 m/z 43.05 58.82Y%

1010 | 157.0185.02130 '
I . T T T I T Il T L T I T T T T I T T T T I T T T T I
m/z--> 50 100 150 200 250 300
Abundance #83686: Pentadecanoic acid
43.0 73.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.60 17.80 18.00 18.20 18.40

5000 129.0 m/z 57.10 51.09%
199.0 242.0
‘ ’ 101.0 1570 \ ‘
Ak A Lo 7 P
m/z--> 50 150 200 250 300
Abundance #65566: Tridecanoic acid R e e
73.0 17. 60 17. 80 18. 00 18 20 18. 40

m/z 55.10 49_43%

43.0
5000
129.0
‘ ‘ 00 1710 2140
:!'ZIQ\‘I {'Jl‘ ‘ }‘ m m\. I\ S H \ | {

T
m/z--> 50 150 200 250 300 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.53 ng 598796 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 18
Abundance Scan 2751 (19.268 min): BM018936.D (-2747) (-) m/z 73.00 100.00%
73.0
43.1
5000 1291
10 ol 22 119.00 19.20 19.40 19.60
: 157.1 : : : : :
A7y [ e | T mresssa ottt os 6 g
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 R e
mmmmmmmm
1850 o410 2840 m/z 43.10 63.13%
1.
150 Ao [ ||
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 119.00 19.20 19.40 19.60
5000 284.0 m/z 57.10 58.31%
129.0
185.0
. ,Iﬂu“Pq JL‘tI}STO [, ff??f4f?l L 3120 _ 8720
m/z--> 50 150 200 250 300 350
Abundance #83683: Pentadecanoic acid e A AR R R
43.0 73.0 19.00 19.20 19.40 19.60
m/z 55.05 56.93%
5000
129.0 242.0
199.0
.0
. .“. L ! iL “Hu .“L ‘ | ‘17.:['0" ‘I I IR R e e
m/z--> 50 100 150 200 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 8.91 ng 1510620 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
2 Cvclotetradecane 196 C14H28 000295-17-0 93
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3044 (20.992 min): BM018936.D (-3039) (-) m/z 57.05 100.00%
57.
97.0
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
391 207 0 20.60 20.80 21.00 21.20 21.40
- ‘ 1317302070 24502802 3551 4300 0 Tg3770  90.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
5d.0
5000 UL N
29.0 110 20.60 20.80 21.00 21.20 21.40
m/z 69.10 88.29%
J Jl 1 1540 1960 2520
m/z--> 50 160 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
58.0
20.60 20.80 21.00 21.20 21.40
5000 97.0 m/z 43.05 78.51%
196.0
1-‘"-‘“--.-]--\-.J*-*??'?----.---- I
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)- R e e AR R
58.0 20.60 20.80 21.00 21.20 21.40
m/z 97.05 77 .22%
97.0
5000
2300 j } J 139.0 1820 252.0 JK /\
m/z--> 50 1(')0 150 200 250 300 350 400 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.43 2.60 ng 440465 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 86
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 3119 (21.433 min): BM018936.D (-3114) (-) m/z 57.10 100.00%

57.
5000

9.0  EEEERREEEE R

1411 2090 2810 3551 21.20 21.40 21.60 21.80
O A A Lt D (S0 4149 4783 892 Th/z 71.10  93.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107652: Eicosane

5000
721120 21140 2160 2180
m/z 85.10 61.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147089: Hexacosane

21 20 21.40 21.60 21.80

5000 m/z 43.10 57.13%
9.0 366.0
141.0183.0225.0267.0309.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151357: Octadecane, 1-iodo- B
57.0 21. 20 21. 40 21 60 21. 80

m/z 55.05 25.77%

5000
9.0
150 4 L[| 15501970 2530

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 20 21. 40 21 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.32 7.42 ng 1259090 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 3270 (22.321 min): BM018936.D (-3266) (-) m/z 57.10 100.00%

5000

9.0 ||||||||IIII|IIII|IIII|

141.11831 22.00 22.20 22.40 22.60
225.1  294.2337.3  400.1 491.2 549.3 7y 71.10 91.510%

0!

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.0 .A¥
5000 5.0 LA LN L L B B
22. OO 22 20 22. 40 22 60
96.0 m/z 85.10 61.04%
127.0 239.0280.0
— e - e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
57.0
R e
22.00 22.20 22.40 22.60
5000 m/z 43.10 56.01%
9.0
210.0
L | 1410 2520 3090
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- e am R
43.0 22.00 22.20 22.40 22.60
m/z 55.05 23.63%
5000 5.0
‘ | 127-0160.0 225.0 29503370
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\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Pentadecane, 8-heptyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.39 9.26 ng 1665370 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 80
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 3452 (23.392 min): BM018936.D (-3447) (-) m/z 57.10 100.00%
5000 /
2681 23.00 23.20 23.40 23.60 23.80
141.2 : : : :
ol 207.0 323.3365.3 415.0 475.1 535.1 n/z 71.10 89 . 54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-
5%.0
5000 AUV UARNAABRUN
23100 23.20 23.40 23.60 23.80
0.0 m/z 85.05 61.39%
Lo %0 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
23.00 23.20 23.40 23.60 23.80
5000 0 m/z 43.10 54 _.01%
! umeonm mwwo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115575: Eicosane, 10-methyl- B B s IS
57.0 23.00 23.20 23.40 23.60 23.80
m/z 55.10 23.28%
5000 \~maﬂﬁﬁ‘ﬁ-bﬁw/\Wmﬂﬁ~wwwvwﬂd\
9.0
| |y ‘15ﬁ?197023902810
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23100 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .04 7.38 ng 1328120 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 3562 (24.039 min): BM018936.D (-3557) (-) m/z 57.10 100.00%

5000

-

9.0 R o e e IR

23.80 24.00 24.20 24.40
41.1183.1 )
239.1281.0323.3 387.0432.2477.2 549.2 n/z  71.10 87 66%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115575: Eicosane, 10-methyl-
57.0
5000 TT T T [T T T T[T T T T[T T T T[T TT

23.I80 24.IOO 24.I20 24.I4O
m/z 85.10 61.51%

154.0

| ;.71 [197.0239.0281.0
o e e o e B AR B e e e o s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane

:

23.80 24.00 24.20 24.40
m/z 43.10 52.72%

5000

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

-

Abundance #155178: Octacosane B
23.80 24.00 24.20 24.40
m/z 55.05 23.01%
5000
9.0

©141.0183.0225.0 281.0 337.0 394.0
R B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 1-Heptadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .14 2.79 ng 501674 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 74
5 Cyclooctacosane 392 C28H56 000297-24-5 62
Abundance Scan 3579 (24.139 min): BM018936.D (-3575) (-) m/z 83.10 100.00%
83.1
207.0
T 2380 24100 2420 2040
282.0324.2 385.2 : : : -
AL .L-.L,' vith S 020 49109302 | sz 57.10 94.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81253: 1-Heptadecene
57.0
5000 A AR IR B
11.0 23.80 24.00 24.20 24.40
m/z 97.10 88.12%
154 | 154.0196.0238.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106400: 3-Eicosene, (E)-
57.0
23.80 24.00 24.20 24.40
5000 m/z 69.10 83.99%
11.0
J J | %53'0196-0 280.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester  REaa
43.0 23.80 24.00 24.20 24.40
m/z 55.10 63.78%
- I “\j\/\\.m
el 29020002520 -
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40

8270-BM021119.M Wed Feb 27 01:49:27 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018936.D

Aca On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.79 4.21 ng 757302 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3690 (24.791 min): BM018936.D (-3685) (-) m/z 57.10 100.00%
57.1
5000 ~&,”¢av/\_-/\vk,~u~_~,ﬁ_,h
. 2440 24.60 24.80 25.00 25.20
1411 - : - - -
b ]l L2831 24012830 8532 4031 4761 8350 | sz 71.10  86.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57.0
5000 NI AL BN
24,40 24.60 24.80 25.00 25.20
m/z 85.10 59.69%
. ?'0 141.0183. 0225 0267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #158131: Nonacosane
57.0
2440 24.60 24.80 25.00 25.20
5000 m/z 43.10 50.00%
9.0
J gﬁ%ﬁ&w%mmmwmmomm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- AR BRI
24.40 24.60 24.80 25.00 25.20
m/z 69.10 22 .88%
o W\/\‘/\\//\/\\—‘W
210.0
252.0 309.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 40 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\BM022619\
Data File : BM018936.D

Acq On : 26 Feb 2019 19:11

Operator : JU/SJ

Sample : K1610-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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 .23 7.23 99.0 ng 9190470 1 7.69 1856260 20.0
n-Hexadecanoic acid 17.99 10.1 ng 1337900 4 17.10 2646800 20.0
Octadecanoic acid 19.27 3.5 ng 598796 5 21.29 3391790 20.0
3-Octadecene, (E)- 20.99 8.9 ng 1510620 5 21.29 3391790 20.0
Eicosane 21.43 2.6 ng 440465 5 21.29 3391790 20.0
Pentadecane, 8-he... 22.32 7.4 ng 1259090 5 21.29 3391790 20.0
Pentadecane, 8-he... 23.39 9.3 ng 1665370 6 23.54 3597940 20.0
Eicosane, 10-methyl- 24.04 7.4 ng 1328120 6 23.54 3597940 20.0
1-Heptadecene 24.14 2.8 ng 501674 6 23.54 3597940 20.0
Heptacosane 24.79 4.2 ng 757302 6 23.54 3597940 20.0
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