LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On : 22 Oct 2018 15:42 Instrument :

Operator : MJ/SJ ?:'I\:gﬁ’;ﬁSam ol

3§mple - J5585-06 SS&JDILgDHJBA
isc _

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 height area % max. total
1 4.834 309 314 324 rVB 289096 400766 2.43% 0.373%
2 5.275 383 389 401 rBV 4898279 6979318 42.41% 6.504%
3 6.846 648 656 670 rBVY 5085255 8695299 52.83% 8.103%
4 7.199 708 716 729 rBV 5261478 8008874 48.66% 7.463%
5 7.657 786 794 802 rBV 1183431 1918026 11.65% 1.787%
6 7.975 840 848 856 rBvY 3797773 5963073 36.23% 5.557%
7 8.816 982 991 1000 rBV 3052251 5015317 30.47% 4.674%
8 10.434 1259 1266 1276 rBV 1712525 2794342 16.98% 2.604%
9 12.916 1680 1688 1701 rBY 8089801 11948986 72.60% 11.135%
10 13.763 1826 1832 1841 rBV 748079 1108570 6.74% 1.033%

11 14.304 1913 1924 1936 rBv2 2391117 3726482 22.64% 3.473%
12 15.798 2170 2178 2194 rBV 6309132 9120862 55.42% 8.500%
13 17.051 2384 2391 2397 rBV2 3068041 4371753 26.56% 4._.074%
14 17.957 2540 2545 2556 rBV 561611 817244 4.97% 0.762%
15 19.115 2735 2742 2751 rBV 135464 249012 1.51% 0.232%

16 19.245 2760 2764 2772 rBV3 169415 248507 1.51% 0.232%
17 19.404 2787 2791 2795 rBV 153630 173713 1.06% 0.162%
18 19.474 2799 2803 2807 rBV2 144816 177062 1.08% 0.165%
19 19.692 2834 2840 2850 rBV 13338716 16458573 100.00% 15.338%
20 20.392 2952 2959 2965 rBV 1520065 2642103 16.05% 2.462%

21 20.439 2965 2967 2974 rVV 669893 928121 5.64% 0.865%
22 20.504 2974 2978 2983 rVB2 278641 438340 2.66% 0.408%
23 20.974 3054 3058 3070 rBV 878449 1464202 8.90% 1.364%
24 21.245 3099 3104 3109 rBV 3895230 5066704 30.78% 4.722%
25 21.356 3120 3123 3126 rBV2 231325 300429 1.83% 0.280%

26 21.409 3129 3132 3137 rVB 352233 401775 2.44% 0.374%
27 21.839 3202 3205 3210 rBV 398198 551091 3.35% 0.514%
28 22.298 3279 3283 3292 rBV 533301 699678 4._.25% 0.652%
29 22.421 3302 3304 3310 rVB 229273 296767 1.80% 0.277%
30 22.797 3364 3368 3374 rBV 575318 864294 5.25% 0.805%

31 23.356 3459 3463 3469 rVB2 480513 806433 4_.90% 0.752%

32 23.456 3474 3480 3492 rVB2 2120275 4115292 25.00% 3.835%
33 23.992 3567 3571 3578 rVB 324913 556865 3.38% 0.519%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\
Data File : BM017280.D

Acq On : 22 Oct 2018 15:42

Operator : MJ/SJ

Sample - J5585-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 107307873
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM017280.D

1.2e+07

1e+07
8000000
6000000
5.28 6.85 7.20

4000000 7.97

10.43
2000000 766

4.83 A

e e AN UANSRS T SRR EMEURMSSRR & W M SRS L S L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM017280.D

19.69
1.2e+07

1e+07

8000000 12,92

15.80
6000000

4000000
17.05

14.30
2000000 20.39

13.76 17.96

24
. 1919299407 :

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM017280.D

1.2e+07
1e+07
8000000

6000000

21.24
4000000

23.46

20.97 | 0 21.84 2230, 22.80 23&@ 23.99
K1 D0 A N

S

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 6

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

4.83 4.18 ng 400766 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 313 (4.828 min): BM017280.D (-309) (-) m/z 43.00 100.00%
a3
59
5000
i 440 450 450 500 820
83 : : : :
o....,....',':..-:~|,....,-....-,|....,....,....,....,....,.295?. m/z 59.10 58.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS S U S
440 4.60 4.80 5.00 5.20
m/z 101.10 20.24%
15 4 101
83
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
- 440 460 480 500 520
5000 m/z 58.05 16.43%
29 101
i Jl, 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3092: 5-Hexen-2-one REEEE R L e e
43 440 4.60 4.80 5.00 5.20
m/z 41.00 9.64%
5000
55
e .J”--V=-v-.- 7}'ﬁ?"??""l' R AL S WAL S
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 unknown7.20 Concentration Rank 1

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

7.20 83.51 ng 8008870 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 716 (7.199 min): BM017280.D (-708) (-) m/z 132.00 100.00%
32
5000 68
40 | %6 6.80 7.00 7.20 7.40 7.60
54 : . : : :
0 ,....-:'..:'.,~:-.|.':7~?...!,41.°.6.1.1?.. b 2% Tm/z 68.10  40.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRRALNRARSRARSS RS RN
6.80 7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 32.88%
R J'll""'ﬁo""gP""||Jt%¥5|" J'l" L DAL UL SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 og 16 m/z 66.10 26.42%
N n,n‘...“,..ﬂ .,MM..L‘,..“‘.,. 158 ..,.1??. N
m/z--> 20 40 100 120 140 160 180 200
Abundance #13640. B|cyc|o[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- R e o e e N RA
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 17.16%
117
5000
29 91
A
| n| | . wl | m
m/z--> 20 4'0 60 8 100 120 140 160 180 200 6.80 7.00 7.20 7.0 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 8
R.T. EstConc Area Relative to ISTD R.T.
17.96 3.74 ng 817244 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 25
Abundance Scan 2546 (17.962 min): BM017280.D (-2540) (-) m/z 73.05 100.00%
43 7R
5
5000 129
213
143157171185, - 17.60 17.80 18.00 18.20
m/z 43.10 88.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 78
-
5000{ 29 256 AR DS R SRR
17. 60 17. 80 18. oo 18.20
21 m/z 60.00 85.82%
143157171185, 49
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid
78
43
57 17.60 17.80 18.00 18.20
5000 29 m/z 57.05 73.90%
129
H ?7 01115 ‘ 171185 214
O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid A AL Ean EEe e
78 17.60 17.80 18.00 18.20
43 m/z 55.05 72.73%
5
5000 129
. 185 228
01115 | 143,171
I””IIITI} H‘ ”:‘::l‘:::!-|57|||||‘||1|99|?:|L|3|y||||||||||||||| e B RREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 18.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.39 10.43 ng 2642100 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 93
2 7-Nonenamide 155 C9H17NO 090949-53-4 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 2959 (20.392 min): BM017280.D (-2952) (-) 58.95 100.00%
59 A
5000
81
%}26 154 184207 238 264 205 355 429 20.00 20.20 20.40 20.60 20.80

o e 200 855 49 1 Tn/z 72.10 67.86%

m/z--> 50 100 150 200 250 300 350 400
Abundance #106876: 9-Octadecenamide, (2)-
59

5000 R EEEERmEEEEn
20 00 20. 20 20. 40 20 60 20. 80

m/z 55.05 39.50%

86 126 281
|.L .|I |1§4 184 212 238 ! l
et T
m/z--> 50 100 150 200 250 300 350 400
Abundance #26840: 7-Nonenamide
59

20 00 20. 20 20. 40 20 60 20.80

5000 m/z 41.05 33.68%
29 L\ L 98 126 155
I
m/z--> 50 100 150 200 250 300 350 400
Abundance #91512: Hexadecanamide e PR
59 20 00 20. 20 20. 40 20 60 20. 80

m/z 43.05 26.29%

5000 ‘/\‘_’ﬂ,\/b
255
2\9 U\ 1| I 8\6 \128 170 212 t

T T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 Dodecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.44 3.66 ng 928121 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 60
2 Tetradecanamide 227 C14H29NO 000638-58-4 59
3 Octadecanamide 283 C18H37NO 000124-26-5 58
4 Decanamide- 171 C10H21NO 002319-29-1 47
5 Hexadecanamide 255 C16H33NO 000629-54-9 43
Abundance Scan 2967 (20.439 min): BM017280.D (-2965) (-) m/z 59.05 100.00%

o
5000 ﬁ
3 86 o 126140 177 200 238 26585 s 401 20.20 20.40 20.60 20.80

Rl e PR e 228 S AL Tw/z 72.10 83.41%

m/z--> 50 100 150 200 250 300 350 400
Abundance #55487: Dodecanamide
59

5000 R EEAREEE S
20 20 20 40 20. 60 20 80

m/z 55.10 51.06%

L l% 128 as6 sos
et — T
m/z--> 50 100 150 200 250 300 350 400
Abundance #74437: Tetradecanamide
59

20.20 20 40 20. 60 20.80

5000 m/z 41.10 34 .86%
29
J M | | 88107128 156 184 207
— T
m/z--> 50 100 150 200 250 300 350 400
Abundance #108158: Octadecanamide e e AL
59 20 20 20 40 20. 60 20 80

m/z 69.10 31.74%

5000
ZP\L Il 10]1%8 156 184 212 240 2§3

| T
m/z--> 50 100 150 200 250 300 350 400 20 20 20 40 20. 60 20 80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.78 ng 1464200 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 90
4 Cyclohexadecane 224 C16H32 000295-65-8 90
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87
Abundance Scan 3057 (20.968 min): BM017280.D (-3054) (-) m/z 57.05 100.00%
g7
83
5000
111

3 139 168 mﬁ% o81 20.60 20.80 21.00 21.20
oy F0 L T 249 281527 355 m/z 43.10 84.08%

f
m/z--> 50 100 150 200 250 300 350
Abundance #121980: 1-Docosene
5|7 97
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000
20.60 20.80 21.00 21.20
m/z 55.10 65.05%

| l 153 181 209 238 280
e B
m/z--> 50 100 150 200 250 300 350
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57

83 2060 20,80 21.00 21.20
5000 m/z 83.10 56.25%

9 111
139 168 196
,‘Ii ‘n A

by o " |
L B B e B B s . B

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

Abundance #129672: 1-Hexadecanesulfonyl chloride

57 20.60 20.80 21.00 21.20

m/z 71.10 54 .94%
5000
29
139 224
el b Ly 8T, TR T 259 T oeedrans

m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 12
R.T. EstConc Area Relative to ISTD R.T.
21.84 2.18 ng 551091 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane 240 C17H36 000629-78-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Eicosane 282 C20H42 000112-95-8 89
Abundance Scan 3205 (21.839 min): BM017280.D (-3202) (-) m/z 57.10 100.00%
57
5000 85
113 141 169 21.60 21.80 22.00 22.20
b A LTI 19T 202 283 822 355 387 431 489 | 7y 71.05  71.78%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5000

21.60 21.80 22.00 22.20
m/z 43.10 62 .35%

141169197 225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82608: Heptadecane

21.60 21.80 22.00 22.20
m/z 85.10 50.33%

5000

29

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-

57 21.60 21.80 22.00 22.20
m/z 41.10 25.26%

5000 85

113
‘ [11°141169197 2% 26704 303 352

I T I T
m/z--> 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\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 9 Heptadecane, 9-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.30 2.76 ng 699678 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Tetratriacontane 479 C34H70 014167-59-0 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3283 (22.298 min): BM017280.D (-3279) (-) m/z 57.05 100.00%
g7
85
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
113 22.00 22.20 22.40 22.60
141 169 281
ol ,‘. LA 199107 239 T 327 358387 417 461 7y 71.05  70.59%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85

22.00 22.20 22.40 22.60
m/z 43.05 63.23%

113
[ 241 169 197 239 267 294 323 352

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5[7
T T [T T T
85 22.00 22.20 22.40 22.60
5000 m/z 85.10 53.12%
29 113
UL 7241 169 107 225 53 296
B o e T T L o e o e o B BN I o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160628: Triacontane L e L L L B
5[7 22.00 22.20 22.40 22.60
m/z 55.05 23.81%
5000 85
113
29| | 1| ] 241 169 197 225 253 281 309 337 365 393 422
L o o o e L e e o o L LI B o o o e o R REEEE e
m/z--> 50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 5
R.T. EstConc Area Relative to ISTD R.T.

22.80 4.20 ng 864294 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Tetratetracontane 619 C44H90 007098-22-8 81
3 Tetratriacontane 479 C34H70 014167-59-0 81
4 Triacontane 422 C30H62 000638-68-6 81
5 Heneicosane 296 C21H44 000629-94-7 81

Abundance Scan 3368 (22.797 min): BM017280.D (-3364) (-) m/z 57.10 100.00%

5000

22.40 22.60 22.80 23.00 23.20

309

369402 461

0 m/z 71.05 69.93%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #91036: Octadecane
5000 [rrrr[rrrrrrrorprrrryprt

22.40 22.60 22.80 23.00 23.20
m/z 43.10 62 .24%

141 183 921254

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
57

22.40 22.60 22.80 23.00 23.20
5000 m/z 85.10 52.39%

97
26 J |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #167078: Tetratriacontane P TR T
57 22.40 22.60 22.80 23.00 23.20
m/z 252.05 29.67%
5000
99

15] | | 141 183 225 267 311 367 410
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII LU LR L DL NN BLRLLELE LR —rl—l—v—v—rv—v—v—v—rv—v—v—v—rl—v—v—v-rv—r
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22.40 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.36 3.92 ng 806433 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Eilcosane 282 C20H42 000112-95-8 89
3 Hentriacontane 437 C31H64 000630-04-6 81
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Tetratriacontane 479 C34H70 014167-59-0 81

Abundance Scan 3464 (23.362 min): BM017280.D (-3459) (-) m/z 57.10 100.00%
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
23.00 23.20 23.40 23.60
324
281 355 401431 489 549 n/z 71.10 67_.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #73963: Hexadecane
57
23.00 23.20 23.40 23.60
29 m/z 43.10 60.02%
[13141169197226
m/z--> 55 160 1éo 200 250 300 3éo 400 4%0 560 séo
Abundance #107651: Eicosane
57
23.00 23.20 23.40 23.60
5000 m/z 85.10 51.70%
85
29
| J113141169197225253282
m/z--> 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #162744: Hentriacontane B e R e
57 23.00 23.20 23.40 23.60
m/z 252.10 35.23%
5000
85
: | ) 4+169197225253280309 351379407436
m/z--> 55 160 1éo 200 250 300 350 400 450 560 séo 2350 2520 2320 2560 '

8270-BM101718.

M Wed Oct 31 04:25:09 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On - 22 Oct 2018 15:42

Operator : MJ/SJ

ﬁ?ggle i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.M
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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.99 2.71 ng 556865 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3571 (23.992 min): BM017280.D (-3567) (-) m/z 57.10 100.00%
5000
DN A SR B
131414169 291 2,281 23.60 23.80 24.00 24.20 24.40
0 254261300 341369 401431 489 549 n/z 71.10 67 .82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136482: Tetracosane
57
85
5000 DR R N
Bmmmmmmmmm
113 m/z 43.10 60.07%
30 J JJlfﬁ1§qlg72252532813og338
m/z--> Sb 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #91037: Octadecane
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 57.38%
?ﬁ 11}3141169197225254
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #91041.: Heptadecane, 8- methyl [T rrr [T T [rrrr[rr
57 23.60 23.80 24.00 24.20 24.40
m/z 55.05 23.83%
85
5000 M/\HA\/\\A
126
154
} | 183211239
m/z--> 5'0 1(')0 1&'30 200 250 300 3&'30 4(')0 4&'30 5(')0 5&'30 23 60 23. 80 24. oo 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM102218\

Data File : BM017280.D

Acq On : 22 Oct 2018 15:42

Operator : MJ/SJ

3?22'6 i J5585-06 SSSI-1017-S-DH-19A
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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... 4.83 4.2 ng 400766 1 7.66 1918030 20.0
unknown7 .20 7.20 83.5 ng 8008870 1 7.66 1918030 20.0
n-Hexadecanoic acid 17.96 3.7 ng 817244 4 17.05 4371750 20.0
9-Octadecenamide, ... 20.39 10.4 ng 2642100 5 21.24 5066700 20.0
Dodecanamide 20.44 3.7 ng 928121 5 21.24 5066700 20.0
1-Docosene 20.97 5.8 ng 1464200 5 21.24 5066700 20.0
Heneicosane 21.84 2.2 ng 551091 5 21.24 5066700 20.0
Heptadecane, 9-oc... 22.30 2.8 ng 699678 5 21.24 5066700 20.0
Octadecane 22.80 4.2 ng 864294 6 23.46 4115290 20.0
Hexadecane 23.36 3.9 ng 806433 6 23.46 4115290 20.0
Tetracosane 23.99 2.7 ng 556865 6 23.46 4115290 20.0
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