LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 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 4.887 301 306 317 rVB 305241 457455 2.01% 0.298%
2 5.340 376 383 399 rBY 6720383 9836913 43.12% 6.415%
3 6.928 645 653 664 rBY 6697705 10993158 48.19% 7.169%
4 7.281 706 713 724 rBV 7242580 11602174 50.86% 7.567%
5 7.746 785 792 798 rBVY 1345637 2074582 9.09% 1.353%
6 8.063 838 846 856 rVB 5427108 8590166 37.66% 5.602%
7 8.916 982 991 1000 rBVY 4214720 6907315 30.28% 4 .505%
8 10.534 1259 1266 1277 rBV 1708569 2918835 12.80% 1.904%
9 13.010 1679 1687 1702 rBV 10863412 15988032 70.09% 10.427%
10 13.851 1824 1830 1845 rVB 2502067 3524575 15.45% 2.299%

11 14.392 1916 1922 1932 rVB2 2552033 4044287 17.73% 2.638%
12 15.892 2169 2177 2187 rBV 10164461 14269321 62.56% 9.306%
13 17.145 2383 2390 2398 rBV 3503226 4954558 21.72% 3.231%
14 18.039 2535 2542 2558 rBV 2491013 3741770 16.40% 2.440%
15 19.315 2754 2759 2772 rBV 1157400 1720805 7.54% 1.122%

16 19.780 2832 2838 2843 rBV 17418984 22810261 100.00% 14.876%
17 21.033 3047 3051 3064 rBV 1983796 2291036 10.04% 1.494%
18 21.339 3097 3103 3108 rBV 4147006 5346750 23.44% 3.487%
19 21.439 3117 3120 3123 rBV 328845 368579 1.62% 0.240%
20 21.474 3123 3126 3136 rVB 1008971 1057269 4.64% 0.690%

21 21.909 3196 3200 3207 rBV 1622432 2011574 8.82% 1.312%
22 22.380 3275 3280 3286 rVB 2305376 2854795 12.52% 1.862%
23 22.892 3362 3367 3373 rBV 2224712 3223929 14.13% 2.103%
24 23.468 3460 3465 3474 rVB 1894178 3241604 14.21% 2.114%
25 23.615 3483 3490 3498 rVB 2230620 4048464 17.75% 2.640%

26 24.127 3571 3577 3586 rVV 1309496 2535311 11.11% 1.653%
27 24.221 3589 3593 3603 rVB2 264536 515909 2.26% 0.336%
28 24.891 3701 3707 3714 rVB 677017 1404962 6.16% 0.916%

Sum of corrected areas: 153334389
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011619\
Data File : BM0O18595.D
Aca On : 16 Jan 2019 22:14
Operator : JU/SJ
Sample : K1147-19
Misc :
ALS Vvial :© 20 Sample Multiplier: 1
Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM018595.D
1.5e+07
1e+07
5.34 6.93 %8
8.06
5000000 8.92
775 10.53
o 4.89
Time> 350 400 450 500 550 600 650 7.00 7.0 800 850 9.0 950 1000 10.50 11.00 11.50
Abundance TIC: BM018595.D
1978
1.5e+07
13.01
15.89
1e+07
5000000
17.14
13.85 14.39 18.04
19.32
O e e T L B e e e =
Time--> 1zbo 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 '
Abundance TIC: BM018595.D
1.5e+07
1e+07
5000000 21.34
22.38 .
21 08 o101 22.89 323,62 pils
1.47 \ 24.89
l 1 fL_,kd*_me_~_ﬁ .22 %
Time> 2100 2150 2200 2250 23.00 23.50 2400 2450 2500 2550 26.00 26.50 27.00 27.50 2800 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.89 4.41 ng 457455 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 307 (4.893 min): BM018595.D (-301) (-) m/z 43.00 100.00%
43
59
5000
101 )
460 4.80 5.00 5.20
83
0....,....','...-!l,..7.1.,'....-,|..1.1.5,....,....,....,....,2.0.7.. m/z 59.10 57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A RN R
460 4.80 5.00 5.20
59 m/z 101.10 23.87%
2 w0 8 0
e R L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43
460 4.80 5.00 520
5000 m/z 58.10 13.46%
101
15 31 | e 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3974: Thiocyanic acid, propy! ester R N EABERRRREES
43 460 4.80 5.00 5.20
m/z 41.10 9.34%
101
5000 27
L ‘\H 5\\5\; 7\2 86
G S L I I B WL B L S S U I A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 2 unknown7.28 Concentration Rank 1

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

7.28 111.85 ng 11602200 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 713 (7.281 min): BM018595.D (-706) (-) m/z 132.00 100.00%
32
5000 68
5 R R w2 e
40 54 62| 75 104 7.00 7.20 7.40 7.60
o....,...:ll!..“ﬁ:!..,....',....,..5.‘?,..!.,....,.1.1?.,....,~'...,.. m/z 68.05 37.05%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARSI R A
7.00 7.20 7.40 7.60
31 78 m/z 134.00 32.24%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine

132

7.00 7.20 7.40 7.60

5000 m/z 66.10 24.71%
3B 44 - g7 105
60 78 ‘
PN (U O - OO S S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R
132 7.00 7.20 7.40 7.60
m/z 69.05 15.85%
5000 67
41 97
53 . 117
o aalll | ey 7 e | 103110 | 14
L R o e —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.04 15.10 ng 3741770 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2542 (18.039 min): BM018595.D (-2535) (-) m/z 73.10 100.00%

43 18
5000 129
213
157171185
143 199 236

17.80 18.00 18.20 18.40
— m/z 43.10 91.05%

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73

o

5000 29 256 LI L L B L B

17.80 18.00 18.20 18.40
m/z 60.00 82.45%

143157171
bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73
43 e N EE  REmEEmas
17.80 18.00 18.20 18.40
5000 - 129 m/z 41.05 79.77%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid e AN
73 17. 80 18 00 18. 20 18 40
43 m/z 55.05 72.93%
5000
29
oL15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.32 6.44 ng 1720810 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2760 (19.321 min): BM018595.D (-2754) (-) m/z 43.10 100.00%
43 7
129
5000
97 185 241
‘ ‘ 24 19.00 19.20 19.40 19.60
157 213 : . : :
o Y o 0 W W ot .1,1.26.7.1. - . m/z 73.05 95.07%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
87
5000 129 AR AR R
19. oo 19 20 19. 40 19.60
97 185 o B4 m/z 41.10 81.34%
o 15 " .115.7| I2].'3| I 265 \
m/z--> 50 100 1éo 260 2%0 360 3%0
Abundance #75071: Tetradecanoic acid
78
43 19.00 19.20 19.40 19.60
5000 m/z 55.10 79.17%
129
185 228
LAl |
oL, Jlkuwijhﬂwﬂlmlwlyﬁll N —
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid i m R o S ———
78 19.00 19.20 19.40 19.60
m/z 59.95 77.22%
43
5000
129
171 14
o ,18W 4 “.M M\Ih At ‘\ Jlt%95 ﬂl S S [ U
m/z--> 50 mo 1m 200 250 300 350 mmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.03 8.57 ng 2291040 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 1-Hexadecene 224 C16H32 000629-73-2 95
3 1-Octadecene 252 C18H36 000112-88-9 94
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 94
Abundance Scan 3051 (21.033 min): BM018595.D (-3047) (-) m/z 57.10 100.00%
57
83
5000 11
139 168 20.80 21.00 21.20 21.40
0 S ,I.,l,. LA s, 207 252280308 357 430 | sz 43.10  95.50%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 USSR S
20.80 21.00 2120 21.40
29 111 m/z 55.05 80.22%
o J 11 I i L 1139 167 196 223 252 280
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #72488: 1-Hexadecene
a4
83 300 5150 2120 '2'1'4'0' '
5000 m/z 83.10 75.76%
111
0 5] || | | \ ‘ L 139 168 196 224
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #89783: 1-Octadecene R AR REAE . 5
57 20.80 21.00 2120 21.40
83 m/z 69.10 69.40%
5000
29 111
OMthmmm
m/iz--> 0 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 : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 7 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.47 3.95 ng 1057270 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 3125 (21.468 min): BM018595.D (-3123) (-) m/z 57.10 100.00%
57
5000 85
113 21.20 21.40 21.60 21.80

141 169 207
ol J.ll b i 239 279 327355 402429 461 m/z 43.10 71.94%
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #107655: Eicosane
57
85

5000 I AEEE R e
21 20 21. 40 21. 60 21. 80

m/z 71.10 69 .59%

113
oL UL L] M4 260 107 225 o5 282
L o e B L A e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
R s S e R
85 21.20 21.40 21.60 21.80
5000 m/z 85.10 50.90%
29 113
oL | | )77 241160 197 205 253 296
L B e B e S L o o
m/z--> 50 100 150 200 250 300 350 400 450 J\
Abundance #136482: Tetracosane T T
57 21.20 21.40 21.60 21.80
m/z 41.10 29.13%
85
5000
113
oL 30 ‘ | J | 141 169 197 225 253 261 309 338
L I o o o B I e o e T T T
m/z--> 50 100 150 200 250 300 350 400 450 21 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.91 7.52 ng 2011570 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3200 (21.909 min): BM018595.D (-3196) (-) m/z 57.10 100.00%
57
85
5000 ,J\
113 21'60 21.80 22.00 22.20
141 169
Ot A 1! LA 297225253 295 324 356380 417 461489 | /5771 10 69.09%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57

. A

5000 R e e
21.60 21.80 22.00 22.20

m/z 43.10 69.07%

113
oL Loz 206
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane J{
5[7

21.60 21. 80 22. OO 22.20

5000 g5 m/z 85.10 52.13%
29
oL L. | {11 141169 197 225 253281 309 337 380
....,.”.,....“...,...w....,.”.,....“...,...w
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #82606: Heptadecane
57 21.60 21.80 22.00 22.20
m/z 41.10 27 .51%
5000 85
29
oL 113141169 197 240
N e UM e R A S
mz-> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.89 15.93 ng 3223930 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3367 (22.892 min): BM018595.D (-3362) (-) m/z 57.10 100.00%
57
85
5000
1% 141160 197 205 253 281300 351 399 476 Ii@i@éﬁéﬁn
O A b b L 07225258 281309 381 399 430 476 | sz 71.10  72.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #91036: Octadecane
5000 IR UARUU R

22. 60 22. 80 23. OO 23 20
m/z 43.10 70.06%

. 113 141 169 197 225 254
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #86886: 2-Bromo dodecane
57

22 60 22.80 23.00 23.20

5000 85 m/z 85.10 55.55%
29 113 169
ol (a0 | s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl- P T T T T
57 22.60 22.80 23.00 23.20

m/z 41.10 25.77%

5000 P kNJAu—“_A-“*vJ\-~“ﬂ~_gxu~—
113
[7°141169 197 239 267204 323 352

O e e T e e A EAREEEE mE e

m/z--> 0 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\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.47 16.01 ng 3241600 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tricosane 324 C23H48 000638-67-5 95
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 93
4 Heptadecane 240 C17H36 000629-78-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3465 (23.468 min): BM018595.D (-3460) (-) m/z 57.10 100.00%

57
85
5000

113 2320 2340 23,60 23.80
oL AL AL t00007 205253 205323351 avastast 503 pzmti10 73 06%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #136482: Tetracosane
57
85
5000 R AR BARR AU

23 20 23. 40 23. 60 23. 80
m/z 43.10 69 .84%

630 1|WMMmmmmm
I i o o o o B B NI e e e i o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #130015: Tricosane

57

23.20 23. 40 23.60 23.80

5000 85 m/z 85.10 54 _20%
29 113 324
] ” 141169 197 225 253 281
e e o o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl- R e R ERE R R aa
57 23.20 23.40 23.60 23.80

m/z 55.10 25.79%

5000 85 _—A~*-’A~ﬂﬂ_d/\Aﬂh~*-“vv\~r
113
} J [77141169 210 239267 399336 366

m/z--> 50 100 150 200 250 300 350 400 450 500 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 : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 1-Eicosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

24 .22 2.55 ng 515909 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 96
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 1-Heptadecanol 256 C17H360 001454-85-9 91
5 1-Docosanethiol 342 C22H46S 007773-83-3 91

Abundance Scan 3593 (24.221 min): BM018595.D (-3589) (-) m/z 57.10 100.00%

57

5000

B

24.00 24.20 24.40 24.60
m/z 43.10 97.53%

0 236 267 313343 399 430 462 503

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106396: 1-Eicosene

D

W
(o]
w

5000 111 LA B B L L L L LB
24.00 24.20 24.40 24.60
139 280 m/z 97.10 91.24%
l | 167 209 252 |
O e e e S e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
69 e o o B T UM
97 280 24.00 24.20 24.40 24.60
5000 m/z 83.10 84.56%
125 251
l 153181 209
RN o e S
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #98171: 1-Nonadecene R B s IS
43 g7 24.00 24.20 24.40 24.60
69 m/z 55.05 80.75%
5000
125
ol1sl | J 154182 210238266
T T T N o L
miz-> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011619\
Data File : BM018595.D

Aca On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.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 14 Tetratriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

24 .89 6.94 ng 1404960 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 91
5 Hexacosane, 9-octyl- 479 C34H70 055429-83-9 87

Abundance Scan 3707 (24.891 min): BM018595.D (-3701) (-) m/z 57.10 100.00%

57
85
5000

24.60 24.80 25.00 25.20

U314
“1[1 1= 183 225 267 301329355386 429 461489

(S W I I 0 S i e SN TR DA 52 ESERE O MM A m/z 71.10 75.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane

5|7
85
24.60 24.80 25.00 25.20
113 m/z 43.10 65.01%
oL 2P L ) 41 169 197 225 psg 282
L o o o o e e T o o e o o o e B o e B e

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

.

24.60 24.80 25.00 25.20

5000 85 m/z 85.10 56.81%
29 113
ok 4, || [ 141169197 225 253 281 311337 367 410435
LI L L B L S B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-0Cty|— L L B B
57 24.60 24.80 25.00 25.20
m/z 55.10 26.57%
5000 85

%

113
15141169197 23 267204 303 352

e B N SRR .

m/z--> 0 50 100 150 200 250 300 350 400 450 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\BM011619\
Data File : BM018595.D

Acq On : 16 Jan 2019 22:14

Operator : JU/SJ

Sample : K1147-19

Misc :

ALS Vial : 20 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 4.4 ng 457455 1 7.75 2074580 20.0
unknown7 .28 7.28 111.8 ng 11602200 1 7.75 2074580 20.0
n-Hexadecanoic acid 18.04 15.1 ng 3741770 4 17.14 4954560 20.0
Octadecanoic acid 19.32 6.4 ng 1720810 5 21.34 5346750 20.0
5-Eicosene, (E)- 21.03 8.6 ng 2291040 5 21.34 5346750 20.0
Eicosane 21.47 4.0 ng 1057270 5 21.34 5346750 20.0
Heneicosane 21.91 7.5 ng 2011570 5 21.34 5346750 20.0
Octadecane 22.89 15.9 ng 3223930 6 23.62 4048460 20.0
Tetracosane 23.47 16.0 ng 3241600 6 23.62 4048460 20.0
1-Eicosene 24 .22 2.5 ng 515909 6 23.62 4048460 20.0
Tetratriacontane 24 .89 6.9 ng 1404960 6 23.62 4048460 20.0
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