LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 4.887 301 306 314 rVB 66283 108103 2.53% 0.259%
2 5.334 376 382 394 rVB 1175109 1770421 41.48% 4.234%
3 6.916 645 651 663 rBY 1238041 1979778 46.38% 4_.735%
4 7.281 706 713 722 rBVY 1273165 2041136 47.82% 4.881%
5 7.745 785 792 798 rBV 545024 842391 19.74% 2.015%
6 8.063 839 846 854 rVB 932495 1478567 34.64% 3.536%
7 8.910 982 990 999 rBV 775423 1271637 29.79% 3.041%
8 10.533 1259 1266 1273 rBV 683735 1157365 27.12% 2.768%
9 13.010 1680 1687 1695 rVB 1563165 2375184 55.65% 5.680%
10 13.851 1823 1830 1836 rVB 511946 688475 16.13% 1.646%
11 14.116 1870 1875 1878 rBvV2 30830 52142 1.22% 0.125%
12 14.151 1878 1881 1888 rvv2 30156 72177 1.69% 0.173%

13 14.263 1894 1900 1912 rVB3 102596 248363 5.82% 0.594%
14 14.392 1915 1922 1929 rBV2 1062295 1596946 37.41% 3.819%

15 14.804 1986 1992 1998 rBV7 26903 57796 1.35% 0.138%
16 15.174 2050 2055 2060 rBV6 20920 42937 1.01% 0.103%
17 15.886 2170 2176 2184 rVB 1425041 1957081 45.85% 4 _.680%
18 16.121 2208 2216 2219 rBVS8 22346 62465 1.46% 0.149%
19 16.174 2219 2225 2229 rVB4 44868 82977 1.94% 0.198%
20 16.433 2259 2269 2274 rBVS8 28189 74202 1.74% 0.177%
21 16.533 2282 2286 2291 rVB6 56518 87018 2.04% 0.208%
22 17.139 2383 2389 2395 rBV2 1333801 1989908 46.62% 4_759%
23 17.186 2395 2397 2400 rVB 46976 45891 1.08% 0.110%
24 17.804 2498 2502 2510 rVB3 59336 85174 2.00% 0.204%
25 18.033 2533 2541 2557 rBV 2030159 3282822 76.91% 7.851%
26 18.321 2587 2590 2594 rVVv2 73564 94982 2.23% 0.227%
27 18.362 2595 2597 2612 rVB2 71982 141858 3.32% 0.339%
28 18.503 2617 2621 2629 rVB3 47130 96623 2.26% 0.231%
29 18.933 2691 2694 2700 rBv4 44585 89420 2.09% 0.214%

30 19.115 2722 2725 2730 rVB 140033 164037 3.84% 0.392%

31 19.198 2732 2739 2746 rBV2 237171 519409 12.17% 1.242%
32 19.321 2754 2760 2777 rVB 2812174 4268296 100.00% 10.208%
33 19.568 2799 2802 2811 rVB 117043 187251 4_.39% 0.448%
34 19.774 2832 2837 2842 rBV 2891289 3504698 82.11% 8.381%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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

Z :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.033 3047 3051 3057 rBV 407223 473987 11.10% 1.134%

36 21.333 3097 3102 3106 rBV 2177654 2719461 63.71% 6.504%
37 21.909 3197 3200 3203 rBV 191878 213873 5.01% 0.511%
38 22.380 3276 3280 3285 rBV 421701 547042 12.82% 1.308%
39 22.509 3299 3302 3306 rVB 212083 255641 5.99% 0.611%
40 22.891 3363 3367 3373 rBVY 484289 797789 18.69% 1.908%

41 23.468 3461 3465 3470 rBVY 488604 747808 17.52% 1.788%
42 23.609 3483 3489 3497 rVB2 1424074 2712438 63.55% 6.487%
43 24.127 3572 3577 3586 rVB 409864 829414 19.43% 1.984%

Sum of corrected areas: 41814983
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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

Abundance TIC: BM018580.D
3000000

2500000
2000000

1500000
5.33 6.92 7.28

1000000

8.06
8.91 10.53
7.75
500000
4.89
N

T T T T R e T e e e e T e e e e e

T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018580.D
3000000 19.32 1977

2500000

18.03
2000000

13.01 o
1500000 15. 17.14

14.39
1000000

13.85

500000 9.2

19
y
14.8015.17 J WHILTEAE3 119 17-59J 5#8s0 189 N

Time--> 12.00 1250 13.00 1350 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: BM018580.D
3000000

19.5

21.33
2500000

23.61
2000000

1500000

23.4
2233 2289 24.13

1000000

500000

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\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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.

4.89 2.57 ng 108103 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 307 (4.893 min): BM018580.D (-301) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 5.00 5.20
Ot 0 e s | Tm/z 59.10 60.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R L LR
59 460 480 500 520
m/z 101.10 27 .13%
o 25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime
43
460 4.80 5.00 520
5000 m/z 58.05 13.87%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3974: Thiocyanic acid, propy! ester  EAEEaEEE S
43 4.60 4.80 5.00 5.20
m/z 41.00 9.91%
101
5000 27
0 1M 3? ‘\H‘ 5\5\;\ 7\2 86 "
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 unknown7.28 Concentration Rank 1

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

7.28 48.46 ng 2041140 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 713 (7.281 min): BM018580.D (-706) (-) m/z 132.00 100.00%
32
5000 68
5 R R 2
40 54 75 104 7.00 7.20 7.40 7.60
o.,....,...:|l!.‘.‘.7,:!..??:ln.',..':.,..?‘?,....,.':..,.1.1?.,....,-'...,.. m/z 68.05 35.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er R AR e s
o7 7.00 7.20 7.40 7.60
- 117 m/z 134.00 31.92%
0 .,”..,....dJ...p...ﬁﬁ.h:, Hhhh..%?.J..,}Rgl...L,%%%.Il...,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 700 720 7.40 7.60
5000 m/z 66.10 24 _07%
39 91
51 65
P P 0 T N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R b e
132 7.00 7.20 7.40 7.60
m/z 69.10 15.83%
5000
33 44 70 g7 105
0 5% e | | ous
mz-> 20 30 40 80 80 70 80 90 100 110 130 130 140 7.00 720 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.26 3.11 ng 248363 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-._beta.-D-alucopvrano... 162 C6H1005 000498-07-7 90
2 D-Allose 180 C6H1206 002595-97-3 80
3 Heptanoic acid 130 C7H1402 000111-14-8 45
4 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 45
5 D-Galactose, 6-deoxy- 164 C6H1205 003615-37-0 45
Abundance Scan 1900 (14.263 min): BM018580.D (-1894) (-) m/z 60.00 100.00%
6o
5000
73 JA\MQMW/jAk\M%,MﬁﬂM
I 14.00 14.20 14.40 14.60
85 98 . . : :
ol o, M2122 135 191 166 182 207 | 7y 57.00  43.00%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30843: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60
5000 L UL B UL I
73 14.00 14.20 14.40 14.60
43 98 m/z 73.00 32.44%
o 85 || 115127 144 142
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance #42883: D-Allose
60
14,00 14.20 14.40 14.60
5000 7 m/z 42.05 22 .20%
ok B I wsize M 16 e
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #12979: Heptanoic acid e  RRRaE Bam s
60 14.00 14.20 14.40 14.60
m/z 43.05 19.20%
5000 73
87
o H ‘ Al | 101113 130
mz-> 20 ' 60 85 160 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.03 32.99 ng 3282820 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2541 (18.033 min): BM018580.D (-2533) (-) m/z 73.00 100.00%
43 7B
5000 129
213
143271118 09 | o7 256 1780 18,00 18.20 18.40

o

N m/z 43.10 90.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
5

5000 29 256 LRI L N B BN L BN
17. 80 18. 00 18 20 18. 40

21 m/z 60.00 82.50%
| | 143157171185, o
Ounlunui ||'I|“||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid

17.80 18.00 18.20 18.40
5000 m/z 41.05 80.85%

29
| 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

0
78 17180 18100 18.20 1840
m/z 55.10 73.07%

)

17. 80 18.00 18.20 18.40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.32 31.39 ng 4268300 Chrysene-di12 21.33
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 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 2760 (19.321 min): BM018580.D (-2754) (-) m/z 43.10 100.00%
87
5000 129
97 185 241
‘ 284 19.00 19.20 19.40 19.60
157 213 : : : :
o! ) o 26‘.‘.'. 327 355 ' "m/z 73.00 96.65%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
B 7
19.00 19.20 19.40 19.60
o 185 o 284 m/z 60.00 78.63%
0! 15 n 1115I.7| |. 12:!'31 | 265 ||
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #75072: Tetradecanoic acid
78
43
19.00 19.20 19.40 19.60
5000 129 m/z 41.10 77.23%
185
228
0}5,\\,\\.. “J M R A -
m/z--> 50 150 200 250 300 350
Abundance #92228. n-Hexadecanoic acid B e e o R
Vilc I (c} 19.00 19.20 19.40 19.60
m/z 55.10 76.47%
5000 256
129
97 ’ 157 18 213
0 ..kk“pu M-M T S y“ilyl?%8 .
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\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 8 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.03 3.49 ng 473987 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 3051 (21.033 min): BM018580.D (-3047) (-) m/z 57.10 100.00%
57 83
R NI SRR BN SR
139 20.80 21.00 21.20 21.40
168
ol A [ 10B1m0200 050255 283 a3 ae0 a5 SRt 05 g ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 LB UL UL BRI B
20.80 21.00 2120 21.40
29 111 m/z 83.05 86.40%
oL AL L oo a6 o6 3 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 AR U SRR SR SR
97 20.80 21.00 21.20 21.40
5000 m/z 55.10 85.99%
125
04 J J \ L1 t \‘153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #144923: 2- Chloropropionic acid, octadecy! ester Al EREEEEET S
57 83 20.80 21.00 21.20 21.40
m/z 97.10 77 .86%
29
1 250
o b L [P 200000 2070 207 a0 | e
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\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.38 4.02 ng 547042 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3280 (22.380 min): BM018580.D (-3276) (-) m/z 57.10 100.00%
57
85
5000
13 0 9990 29040 2960
41 183 281 22.00 22.20 22.40 22.60
obrd A .U.l.l,l. P2 23700 (382 401431 475 549 sz 71.10 0 75.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 AUARAR B SRS
2200 22.20 22.40 22.60
9% m/z 43.10 71.39%
99 197,65
ol AR | pasas2e0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
g7
22,00 22.20 22.40 22.60
5000 85 m/z 85.10 56.94%
o ﬂ1}3141169197 2?9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142112: Pentacosane B i s I I e
57 22.00 22.20 22.40 22.60
m/z 41.05 28.11%
- T MM
113
J2 [ 69 211239267205323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2200 22.20 2240 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.89 5.88 ng 797789 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetratriacontane 479 C34H70 014167-59-0 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3367 (22.891 min): BM018580.D (-3363) (-) m/z 57.10 100.00%

57
85
5000

J 141 22.60 22.80 23.00 23.20
169 207 281
b LT 009, 207 osa 700 30 aonae _arssos | 20N B0 L,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
5000 LN L L L L L L

22. 60 22. 80 23. 00 23. 20
m/z 43.10 67 .64%

o 141169197 225253 296

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

:

22.60 22.80 23.00 23.20

5000 85 m/z 85.10 54.82%
29 113
ol Lk | lJ1?1169197225253281311337367 410
B R o e T e LRI ERRAE
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142113: Heptadecane, 9-octyl- T e
57 22.60 22.80 23.00 23.20
m/z 41.10 27 .86%
5000 85

F

113
[ 141169197 239267294323352

N a  —. A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 60 22. 80 23. 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.47 5.51 ng 747808 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3465 (23.468 min): BM018580.D (-3461) (-) m/z 57.10 100.00%

57
5000

99 LA L L L L L L LB
41 183 281 23.20 23.40 23.60 23.80
- ...l,.l.f.,l....,???.,....,.3.2]‘3.,..3??, A9 489 849 | "m/z 71.10 69.12%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane

%

5000 I o e e e
23 20 23. 40 23. 60 23. 80

m/z 43.10 66.75%

141 183 225 267 309 351 393 435 491 535 574 617

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158131: Nonacosane
517
R EERERE SRS R
23.20 23.40 23.60 23.80
5000 m/z 85.10 51.56%

99
26 } | | 141 183 225 267 309 351 408

8

M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane I
517 23.20 23.40 23.60 23.80
m/z 55.10 24 .57%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018580.D

Aca On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample : K1139-03

Misc :

ALS Vial : 4 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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .13 6.12 ng 829414 Perylene-di12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3578 (24.133 min): BM018580.D (-3572) (-) m/z 57.10 100.00%
57
85
5000
J 113141169197225254281309339 416475 549 23.80 24,00 24.20 24.40 _
Obrrd e d 4 L 7707229254201300330 416 475 %49 | Tn/z 71.10  72.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
7
5000 85 UL BARER
23.80 24.00 24.20 24.40
29 m/z 43.10 64 .48%
oL 3141169197905 254
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.10 55.33%
o ﬁmMM7mmmmm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane e B B B
57 23.80 24.00 24.20 24.40
m/z 55.10 24 _.91%
85
5000
113
bt L | L[ aeonor2osps2e2.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 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\BM011619\
Data File : BM018580.D

Acq On : 16 Jan 2019 12:37

Operator : JU/SJ

Sample - K1139-03

Misc :

ALS Vial : 4 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... 4.89 2.6 ng 108103 1 7.75 842391 20.0
unknown7 .28 7.28 48.5 ng 2041140 1 7.75 842391 20.0
1,6-Anhydro-_.beta... 14.26 3.1 ng 248363 3 14.39 1596950 20.0
n-Hexadecanoic acid 18.03 33.0 ng 3282820 4 17.14 1989910 20.0
Octadecanoic acid 19.32 31.4 ng 4268300 5 21.33 2719460 20.0
5-Eicosene, (E)- 21.03 3.5 ng 473987 5 21.33 2719460 20.0
Pentadecane, 8-he... 22.38 4.0 ng 547042 5 21.33 2719460 20.0
Heneicosane 22.89 5.9 ng 797789 6 23.61 2712440 20.0
Tetratetracontane 23.47 5.5 ng 747808 6 23.61 2712440 20.0
Octadecane 24 .13 6.1 ng 829414 6 23.61 2712440 20.0
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