LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 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 5.287 368 374 393 rBVY 6418559 9143869 91.77% 9.837%
2 6.875 636 644 664 rBY 5795282 9360323 93.95% 10.069%
3 7.228 693 704 720 rBVY 6513057 9963480 100.00% 10.718%
4 7.693 776 783 791 rBV 1249279 1930669 19.38% 2.077%
5 8.010 829 837 851 rBVY 3933527 6185022 62.08% 6.654%
6 8.863 974 982 998 rBVY 3385710 5612422 56.33% 6.038%
7 10.481 1249 1257 1263 rBV 1432910 2367627 23.76% 2.547%
8 12.957 1671 1678 1693 rBVY 4369604 6422445 64.46% 6.909%
9 13.804 1816 1822 1829 rBV 308043 469690 4.71% 0.505%
10 14.345 1907 1914 1920 rBV2 1728385 2667567 26.77% 2.870%

11 14.404 1920 1924 1932 rVB 139316 221566 2.22% 0.238%
12 14.751 1975 1983 1991 rBV2 53428 112095 1.13% 0.121%
13 15.839 2162 2168 2185 rBV 4932361 7086479 71.12% 7.623%
14 16.492 2275 2279 2287 rVB 129269 164794 1.65% 0.177%
15 17.098 2376 2382 2386 rBv2 1881197 2705211 27.15% 2.910%

16 17.139 2386 2389 2398 rVB 215012 302803 3.04% 0.326%
17 17.257 2406 2409 2421 rVB 92203 156839 1.57% 0.169%
18 17.857 2506 2511 2519 rBV 319213 511688 5.14% 0.550%
19 17.986 2527 2533 2551 rBV 2024895 2958776 29.70% 3.183%
20 19.157 2723 2732 2738 rBV2 374074 750883 7.54% 0.808%

21 19.268 2747 2751 2762 rBV 463070 706499 7.09% 0.760%
22 19.527 2791 2795 2803 rVB 202569 313420 3.15% 0.337%
23 19.727 2824 2829 2837 rBV 6309447 7934321 79.63% 8.535%
24 20.992 3040 3044 3053 rBvV 925454 1196069 12.00% 1.287%
25 21.198 3075 3079 3083 rBvV 423919 469530 4.71% 0.505%

26 21.292 3089 3095 3099 rBV 2737100 3537512 35.50% 3.806%
27 21.427 3115 3118 3124 rBV2 203562 226476 2.27% 0.244%
28 21.856 3189 3191 3195 rBV 217431 231148 2.32% 0.249%
29 22.321 3267 3270 3277 rVB 423330 529742 5.32% 0.570%
30 22.450 3287 3292 3297 rVB 2705144 3574702 35.88% 3.846%

31 22.827 3352 3356 3360 rBvV 415087 578825 5.81% 0.623%
32 23.392 3449 3452 3457 rVB 339612 491414 4._.93% 0.529%
33 23.539 3471 3477 3486 rVB2 1897327 3532431 35.45% 3.800%
34 24.039 3559 3562 3569 rVB 311660 541013 5.43% 0.582%

8270-BM021119.M Wed Feb 27 01:49:52 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 92957350
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018938.D
5|29 7123
6000000 6.87

5000000

4000000 8.01
8.86

3000000

2000000

769 10.48

1000000

B R B R m L e o L L

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018938.D

I
10.00 10.50 11.00 11.50

1973
6000000

5000000 15.84
12.96

4000000
3000000
17.99
2000000 14.35 17.10

1000000

14987
1?0 401475 L 1649 kb ) mELMmMA

L L L L e R e o e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018938.D

6000000

5000000

4000000

22.45

21.29
3000000

2000000

23.3

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.23 Concentration Rank 1

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

7.23 103.21 ng 9963480 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 16
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)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 704 (7.228 min): BM018938.D (-693) (-) m/z 132.00 100.00%
13R.0
5000 68.1
96.0 R L UL IR
40.0 6.80 7.00 7.20 7.40 7.60
0 207.0 2809 "m/z 68.10 51.33%
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 32.91%

31.0
|II.||| | |

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 66.10 32.14%
33.0 105.0
L0 ]
L l I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\
Abundance #2743: 2-Cyclohexen-1-one B EAAsman

68.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.86%

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 : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 cis-2-Methyl-4-n-pentylthia... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.86 3.78 ng 511688 Phenanthrene-d10 17.10

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-2-Methvl-4-n-pentvlthiane. S... 218 C11H2202S 1000215-67-9 90
2 trans-2-methvl-4-n-pentvlthiane.... 218 C11H2202S 1000215-75-3 86
3 1-Hexadecanol 242 C16H340 036653-82-4 76
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 70
5 1,9-Tetradecadiene 194 C14H26 112929-06-3 58

Abundance Scan 2512 (17.862 min): BM018938.D (-2506) (-) m/z 55.05 100.00%

5000

—

17.60 17.80 18.00 18.20
m/z 69.05 92.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67803: cis-2-Methyl-4-n-pentylthiane, S,S-dioxide
55.0

%

17.I60 17.I80 18.I00 18.I20
m/z 41.00 75.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67805: trans-2-methyl-4-n-pentylthiane, S,S-dioxide
55.0

-

17.60 17.80 18.00 18.20
m/z 83.10 69.27%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol
55.0 17.60 17.80 18.00 18.20

83.0 m/z 43.05 59.29%

-

5000
111.0

139.0 168.0 196.0 224.0
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\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.99 21.87 ng 2958780 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 Tridecanoic acid 214 C13H2602 000638-53-9 35
4 Hexadecane 226 C16H34 000544-76-3 11
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2534 (17.992 min): BM018938.D (-2527) (-) m/z 73.00 100.00%
73.0
43.0
5000
129.1
o7 i1 P o2 17.60 17.80 18.00 18.20 18.40
,....l,'..--!~-,|. A9, 92, 28101 "m/z 60.00 69.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 A U LR R B
ﬂmﬂmmmmmmm
129.0 256.0 m/z 43.05 57 .83%
|

97.0 .
B 157.0 1850 2130
RARSERER

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

43.0 73.0

17.60 17.80 18.00 18.20 18.40

5000 129.0 m/z 51:]0L 52.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid P T T
73.0 17. 60 17. 80 18. 00 18 20 18. 40
m/z 55.10 51.14%

43.0
5000 129.0 \\]t
171.0
970 214.0
- H\ M H‘\H ‘H\ m ‘ M ‘ \ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 6
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.99 ng 706499 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
Abundance Scan 2751 (19.268 min): BM018938.D (-2747) (-) m/z 73.00 100.00%
73.0
43.0 wwvwww*ﬂ“AKWMMWMVJL
5000
129.1
185.1 241.2 IR AU R PR
1d1. 157.0 2131, 284.3 19.00 19.20 19.40 19.60
Bl Wi B K i .l,~. k32693550 Tnzz 60.00  70.79%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid

129.0

19. 00 19. 20 19. 40 19 60
1850 g4 2840 m/z 43.05 68.26%

1570l | 213.0, | |l

5000

T
150 200 250 300 350

H

m/z-->
Abundance #75071: Tetradecanoic acid
73.0
R o B o o
43.0 19.00 19.20 19.40 19.60
m/z 57.05 64 .50%
5000 129.0
‘ 185.0 228.0
1
s Lae [ L
m/z--> 50 O 150 200 250 300 350
Abundance #83683: Pentadecanoic acid L
43.0 ,73.0 19.00 19.20 19.40 19.60
m/z 55.05 52.42%
5000
129.0 242.0
199.0
ni Jgeo || o’
il ““‘. ———— T
m/z--> 50 150 200 250 300 350 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.99 6.76 ng 1196070 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 3-Octadecene. (E)- 252 C18H36 007206-19-1 95
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3044 (20.992 min): BM018938.D (-3040) (-) m/z 57.10 100.00%
57.1
7.1
5000
LN AU SR B
20.60 20.80 21.00 21.20 21.40
207.0 281.0
Ol 3410 4151 4893 "n/z 83.10 92.34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-
57.Q
7.0
5000 AUV
20,60 20.80 21.00 21.20 21.40
m/z 69.10 89.72%
J | l 139.0 1820 2240 280.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #89787: 3-Octadecene, (E)-
69.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 80.33%
29.0 11.0
J LA l | 1540 196.0 2520
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester AR A o RS B
43.0 20.60 20.80 21.00 21.20 21.40
m/z 43.05 77 .54%
5000 3.0
| % 125.0 169.0 »99 9 252.0
e "ic')o' I 20 2o o o 4o 4o | | 2060 2080 2100 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Pentadecane, 8-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.32 3.00 ng 529742 Chrysene-di12 21.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptacosane 380 C27H56 000593-49-7 81
Abundance Scan 3270 (22.321 min): BM018938.D (-3267) (-) m/z 57.10 100.00%
51.
0% Jk\v~,~ﬂ,v,}\MJL_ﬂyﬂ,\~J
T 22.00 22.20 22.40 22.60
141.1183.1 281.0 - - : :
Ol bk ||, LL oo 32a0 2o 3420385.1430.14751 5351 | Tz 71.10  91.12%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43.0
5000 5.0 UABUUABUARAUNARRE
22.00 22.20 22.40 22.60
6. m/z 85.10 66 .14%
127.0 i 239 0281, 0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55008: Tetradecane
22.00 22.20 22.40 22.60
5000 m/z 43.10 52 .68%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82608: Heptadecane R EE mE
22.00 22.20 22.40 22.60
m/z 55.05 21.37%
- /L—w/\/_f\ww/
141.0183.0 240.0
I

m/z--> 0 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 : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 8 Squalene

Relative to ISTD R.T.

R.T. EstConc Area
22.45 20.24 ng 3574700
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Saualene

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 4.9.13.17-Tetramethvl-4.8.12.16-. ..
4 Propanoic acid. 2.2-dimethvl-. T...
5 2,6,10,14-Hexadecatetraenoic aci...

410 C30H50
410 C30H50
316 C22H360
306 C20H3402
332 C22H3602

007683-64-9 91
000111-02-4 90
056882-09-8 74
1000164-38-8 72
024035-35-6 72

Abundance Scan 3292 (22.450 min): BM018938.D (-3287) (-) m/z 69.10 100.00%
69.1
5000
l 137.1 22.20 22.40 22.60 22.80
Ok .[,--. idayd, 18912312 2810 3412 41034592 54931 sz 81.10  46.12%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69.0
5000 LN L L L L L LB
22. 20 22. 40 22. 60 22. 80
m/z 41.10 16.77%
137.0
270 | 1yl 1910 273.0 341.0 410.0
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158520: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69.0
R S ARBEEEE RS S ST
22.20 22.40 22.60 22.80
5000 m/z 68.10 12.22%
137.0
27. 191.0 273.0 3410 4100

IIIII‘“IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal

22.20 22.40 22.60 22.80
m/z 95.10 11.62%

5000

137.0

27. 192.0 247.0 316.0

22. 20 22. 40 22. 60 22. 80

m/z--> 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.83 3.28 ng 578825 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Nonadecane 268 C19H40 000629-92-5 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3357 (22.833 min): BM018938.D (-3352) (-) m/z 57.05 100.00%
57.0
ot 2260 22.80 23.00 23.20
141.1 208.0 . . . .
Ol Al ||, Ly S 28023160 85913991 47710 “nzo 7110 91.77%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 R NI SRR BN SUR
5.0 22.60 22.80 23.00 23.20
m/z 85.10 63.47%
[l § 12701600 2050 2950 337.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #122578: Tridecane, 1-iodo-
57.0
2260 22.80 23.00 23.20
5000 m/z 43.10 55.83%
183.0
m/z--> 5 100 150 200 250 300 350 400 450
Abundance #99477: Nonadecane Al EREEEEET S
57.0 22.60 22.80 23.00 23.20
m/z 55.10 23.98%
- \J\'\—_‘—/\’\A
L1129 1420 1830 2250 2680

T I T I
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\BM022619\
Data File : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.39 2.78 ng 491414 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 90

Abundance Scan 3452 (23.392 min): BM018938.D (-3449) (-) m/z 57.10 100.00%

51.

5000

23.00 23.20 23.40 23.60 23.80
m/z 71.10 86 .63%

1
J (1411 221.1 281 0323 1369.1 417.1461.0503.1 549.3

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

%

23. OO 23. 20 23. 40 23 60 23. 80
9.0 m/z 85.10 62.78%

141.0183.0225.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl-

5000

R

23.00 23.20 23.40 23.60 23.80
m/z 43.10 51.41%

5000

210.0
141.0 252.0 309.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance #160628: Triacontane L B e B
57.0 23.00 23.20 23.40 23.60 23.80
m/z 55.10 25.12%
o WA/V\—\_,]\-\AM‘
9.0

| | ¥41.0183.0225,0267.0300.0351.0  422.0
s B L e e e e A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 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 : BM018938.D

Aca On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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, 9-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.04 3.06 ng 541013 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 9-butvl- 366 C26H54 055282-14-9 90
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 3562 (24.039 min): BM018938.D (-3559) (-) m/z 57.10 100.00%

57.
5000

M1 2070 26703001 23.80 24.00 24.20 24.40
....,....II,.II...-‘-..,-....,....,....,:?7.3:0.‘,‘1.5.-1..4,6.1'.1.., m/z 71.10 92.95%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147096: Docosane, 9-butyl-
57.0
5000 LA L L L L LB

23.80 24.00 24,20 24.40
m/z 85.10 59.99%

.0
:.Il'41 .0 182 0 253.0 309 0 3650

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

%

Abundance #55012: Tridecane, 4-methyl-
43.0
RN EREES RS R
23.80 24.00 24.20 24.40
5000 m/z 43.10 51.46%
5.0
55.0
I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane R EEEES

57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.51%

9.0
150 ) 1| 141018302250  296.0
T T BRI AR RARRRRAREREAE
mz-> 0 50 100 150 200 250 300 350 400 450 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018938.D

Acq On : 26 Feb 2019 20:24

Operator : JU/SJ

Sample : K1610-09

Misc :

ALS Vial : 12 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 7.23 103.2 ng 9963480 1 7.69 1930670 20.0
cis-2-Methyl-4-n-_.. 17.86 3.8 ng 511688 4 17.10 2705210 20.0
n-Hexadecanoic acid 17.99 21.9 ng 2958780 4 17.10 2705210 20.0
Octadecanoic acid 19.27 4.0 ng 706499 5 21.29 3537510 20.0
3-Eicosene, (E)- 20.99 6.8 ng 1196070 5 21.29 3537510 20.0
Pentadecane, 8-he... 22.32 3.0 ng 529742 5 21.29 3537510 20.0
Squalene 22.45 20.2 ng 3574700 6 23.54 3532430 20.0
Heneicosane, 11-(... 22.83 3.3 ng 578825 6 23.54 3532430 20.0
Heneicosane 23.39 2.8 ng 491414 6 23.54 3532430 20.0
Docosane, 9-butyl- 24.04 3.1 ng 541013 6 23.54 3532430 20.0
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