LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 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 F\METHODS\8270-BF120619 .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 2.128 3 7 18 rVB 229608 310234 10.84% 1.262%
2 5.069 503 507 518 rVB 326245 411989 14.39% 1.676%
3 5.481 572 577 580 rBVY 2475842 2265214 79.12% 9.214%
4 6.492 744 749 752 rBVY 2360903 2415865 84.38% 9.827%
5 6.634 768 773 776 rBVY 2867670 2646843 92.45% 10.767%
6 6.857 808 811 817 rBV 814408 691219 24.14% 2.812%
7 7.016 834 838 841 rBVY 2513190 2077169 72.55% 8.450%
8 7.428 903 908 922 rBVY 1414128 1520978 53.12% 6.187%
9 8.145 1026 1030 1051 rBV 935492 865404 30.23% 3.520%
10 9.228 1209 1214 1217 rBVY 3150174 2863087 100.00% 11.647%

11 9.622 1277 1281 1289 rVB 109354 102297 3.57% 0.416%
12 9.910 1326 1330 1342 rBV 1043201 919052 32.10% 3.739%
13 10.704 1461 1465 1481 rBV 1594417 1604471 56.04% 6.527%
14 11.404 1580 1584 1593 rBV 846767 797330 27.85% 3.243%
15 11.922 1669 1672 1681 rBV 144531 168333 5.88% 0.685%

16 12.716 1804 1807 1814 rBV3 25172 34804 1.22% 0.142%
17 12.992 1850 1854 1857 rBV 2815273 2399148 83.80% 9.759%
18 13.886 2002 2006 2017 rBV 235322 381694 13.33% 1.553%
19 14.057 2031 2035 2046 rVB 749323 769120 26.86% 3.129%

20 14.210 2058 2061 2064 rBV 35942 39332 1.37% 0.160%
21 14.515 2109 2113 2115 rBV 69301 81724 2.85% 0.332%
22 14.821 2163 2165 2169 rVB 71320 66504 2.32% 0.271%

23 15.168 2220 2224 2228 rBV 100123 115054 4.02% 0.468%
24 15.545 2283 2288 2299 rBV 511095 793377 27.71% 3.227%
25 16.004 2362 2366 2371 rVB 99281 144955 5.06% 0.590%

26 16.521 2450 2454 2458 rVB3 64745 98012 3.42% 0.399%

Sum of corrected areas: 24583209
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF118239.D
3000000 6.63

2500000 5.48 6.49 702
2000000
1500000
1000000 6,86

500000 5.07

7.43

e :
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF118239.D
3000000 923

2500000

2000000

10.70
1500000

9.91
1000000 8.15 11.40

500000

L 9.62 t 11.92 1272

rrr e ————

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance TIC: BF118239.D
3000000

2500000

2000000

1500000

1000000 14.06

15.54

500000
13.89 1491 1452 14.82 15.17 16.00 16.52

S S o ————

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50

8270-BF120619.M Wed Dec 18 16:00:49 2019

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2.13 8.98 ng 310234 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 7 (2.128 min): BF118239.D (-3) (-) m/z 73.05 100.00%

B
5000 43
55 87

| 220 2.30 2.40 2.50
"I""I'"'I""Illl'l"l"""I'"'Il"l"l""I'"'I""I""I""I""I""I"' m/z 43.05  34.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
5000

2.20 2.30 2.40 2.50

43
55 87 m/z 87.10 29.46%
29
..,....,...':',....',l:.l..,....,....,l.:..,....,....,....,....,....,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
87 NI,
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.05 24 .55%
M \H Loeslll | o7 112 190
A L B L o B RAREERSABEa s S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether B e e  RAREEEEEEE
. 2.20 2.30 2.40 2.50

m/z 41.00 11.84%

5000
5 \ 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 11.92 ng 411989 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 507 (5.069 min): BF118239.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101
83 480 500 520 5.40
...,....,....,....',....‘?.1.'.'],...‘?,9....,.-...,...:,....,....,....,....,...., m/z 59.00 64.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 59 480 500 520 540
m/z 101.00 26 .30%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.10 15.69%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R R RaR
43 4.80 500 520 5.40
m/z 41.10 8.94%
5000
101
15 58
LB L eo 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.63 Concentration Rank 1

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

6.63 76 .58 ng 2646840 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF118239.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 BRI SR S
40 54 -8 | 106 J 6.20 6.40 6.60 6.80 7.00
IR N - | A m/z 68.10 38.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 T
620 640 6.60 6.80 7.00
104 m/z 134.00 32.29%
1 27 30 51 P 7T g 115 h
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.33%
SENN— .JM . Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: B|cyc|o[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- e RERmE EEmmE A S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.04%
117
5000
39 91
71 eT |y
| i | N | | m
m/z--> 20 Jo 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 4.22 ng 168333 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 18
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 11
Abundance Scan 1672 (11.922 min): BF118239.D (-1669) (-) m/z 73.00 100.00%
43 50 B
5000 129
97 213
U5 5157171185 256 11.60 11.80 12.00 12.20
gl 199 | 227
e prrei el m/z 43.10 86.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
T meMAWANMuMMV
5000 129 :“*4ﬁ4#:;%=PgrfTTT**1ﬂ-rrrr
11.60 11.80 12.00 12.20
m/z 60.00 82.36%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 129 m/z 55.00 74 .30%
29
s | ]
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 78 11.60 11.80 12.00 12.20
m/z 41.00 73.32%
5000 - e
“ T? 01115 ‘ 171185 214 kMMMMNA”M,WWJ
---|-‘---‘|‘-‘--”-”‘-”H ‘|U--:h---‘-|----]]4:3-:-'--57----|-‘--1-98---- IBEEENEREREE N ﬂw—v—h—v—v—v—h—ﬂ—v—(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 9.93 ng 381694 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 2007 (13.892 min): BF118239.D (-2002) (-) m/z 57.10 100.00%
57 83
5000 ‘Amgjk_hwvh,%/kvwww-Jk~w«w
SRR SR SR B
139 167447 211 13.60 13.80 14.00 14.20
- 18 m/z 43.10 92.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 SRR SR SO B
13.60 13.80 14.00 14.20
29 111 m/z 83.10 86.41%
J I I i l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
13,60 13.80 14.00 14.20
5000 111 m/z 55.00 78.04%
29 ‘
JL\” ‘AA | | |39 168 210 238 266 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e
57 13.60 13.80 14.00 14.20
83 m/z 69.10 75.89%
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 10
R.T. EstConc Area Relative to ISTD R.T.
14 .52 2.13 ng 81724 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tricosane 324 C23H48 000638-67-5 90
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 76
4 Hentriacontane 437 C31H64 000630-04-6 76
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 70

Abundance Scan 2114 (14.521 min): BF118239.D (-2109) (-) m/z 57.10 100.00%

57

5000

282 341 397 14.20 14.40 14.60 14.80
m/z 43.05 71.21%

113 141 169 202 233

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LA L L L L L B LB L |
14.20 14.40 14.60 14.80
‘ m/z 71.10 60.93%
29 141
P T s o2z
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
7
R RRRRE R R e E Ry
14.20 14.40 14.60 14.80
5000 85 m/z 55.00 57 .59%
29 113 119 324
B i i 7 S
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- e AREEEEEaSEE
57 14.20 14.40 14.60 14.80

m/z 85.00 52 .30%

5000 85

113
3 ‘J |77, 141 169 197 225 253 295 337 364 393 420

m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.90 ng 115054 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2224 (15.168 min): BF118239.D (-2220) (-) m/z 57.10 100.00%
g7
85
5000
R 3 "m/z 71.10 78.49%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
g7
85
5000 NN SRR B DU
14.80 15.00 15.20 15.40
29 m/z 43.10 62.50%
|, | 113..1f1. 169 197 240
m/z--> 50 100 150 200 250 300 '
Abundance #83024: Hexadecane
g7
14.80 15.00 15.20 1540
5000 o m/z 85.10 57 .29%
29
| | L [ 118 141 169 226
m/z--> 50 100 150 200 250 300 '
Abundance #129490: Eicosane L B o
57 14.80 15.00 15.20 15.40
m/z 55.05 23.70%
85
5000
11
2 ‘ i L[ M 169 197 295 g5y 282
m/z--> 50 100 150 200 250 300 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.00 3.65 ng 144955 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane. 9-octvl- 451 C32H66 055401-54-2 86
4 Eicosane 282 C20H42 000112-95-8 81
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 76
Abundance Scan 2365 (15.998 min): BF118239.D (-2362) (-) m/z 57.10 100.00%
57
85
5000
LRI AR SRR SN
127 15.60 15.80 16.00 16.20 16.40
155 182202 233 263 355
L do 286309 m/z 71.05 67.20%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AR SRR SRR SRR B
15.60 15.80 16.00 16.20 16.40
113 m/z 43.10 64 .48%
2?j 1L 14 169 197 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350
Abundance #94345: Heptadecane
57
1560 15.80 16.00 16,20 16.40
5000 o m/z 85.00 55.45%
29
| j113 141 169 196 240
m/z--> 50 100 150 200 250 300 350
Abundance #227198: Tetracosane, 9-octyl- e e o
57 15.60 15.80 16.00 16.20 16.40
m/z 97.05 19.60%
o T M/\/\ww
337
38 | | M113‘141 160 107 2% 267 308 | 365 303
m/z--> 5'0 100 1&1;0 200 250 300 350 ' 15,60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118239.D

Aca On : 17 Dec 2019 21:16

Operator :© JU

Sample : K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.47 ng 98012 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Hexadecane 226 C16H34 000544-76-3 76
3 Heneicosane 296 C21H44 000629-94-7 74
4 2-methvloctacosane 408 C29H60 1000376-72-8 74
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 2454 (16.521 min): BF118239.D (-2450) (-) m/z 57.10 100.00%
g7
85
5000
34 || 136155 180 202 223 245 954282 317 341 16.20 16.40 16.60 16.80
! Y m/z 71.10 78.95%
m/z--> 50 100 150 200 250 300
Abundance #129491: Eicosane
57
5000 85 LR UL B BN B
29 mmmmmmmm
m/z 85.05 59.04%
L gt 14 169 197 205 53 282
m/z--> 55 160 1éo 260 2%0 360
Abundance #83028: Hexadecane
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.10 57.46%
m/z--> 55 160 150 260 250 360
Abundance #141426: Heneicosane A e R Ra
57 16.20 16.40 16.60 16.80
m/z 83.10 25.09%
85
5000
29 113
Py b d 07 141 169 107 205 253 296
m/z--> % @ 150 200 @ ﬁo ' mmmmmmmm'
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121719\
Data File : BF118239.D

Acq On : 17 Dec 2019 21:16

Operator : JU

Sample - K6324-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.13 9.0 ng 310234 1 6.86 691219 20.0
2-Pentanone, 4-hy... 5.07 11.9 ng 411989 1 6.86 691219 20.0
unknown6.63 6.63 76.6 ng 2646840 1 6.86 691219 20.0
n-Hexadecanoic acid 11.92 4.2 ng 168333 4 11.40 797330 20.0
5-Eicosene, (E)- 13.89 9.9 ng 381694 5 14.06 769120 20.0
Eicosane 14 .52 2.1 ng 81724 5 14.06 769120 20.0
Heptadecane 15.17 2.9 ng 115054 6 15.54 793377 20.0
2-methyloctacosane 16.00 3.6 ng 144955 6 15.54 793377 20.0
Hexadecane 16.52 2.5 ng 98012 6 15.54 793377 20.0
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