LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 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 2.110 3 4 10 rVB 206099 192774 6.25% 0.822%
2 5.063 502 506 522 rVB 287380 361096 11.70% 1.540%
3 5.475 572 576 594 rBY 2003593 1942156 62.95% 8.284%
4 6.492 744 749 766 rBVY 2198680 2101137 68.10% 8.962%
5 6.628 768 772 775 rBVY 2544256 2205519 71.48% 9.407%
6 6.857 808 811 820 rBV 698865 560210 18.16% 2.389%
7 7.016 834 838 841 rBVY 2166027 1764115 57.18% 7.524%
8 7.422 903 907 920 rBVY 1430881 1292686 41.90% 5.513%
9 8.145 1026 1030 1045 rBV 759925 724356 23.48% 3.089%
10 9.222 1209 1213 1229 rBvV 2882528 2754978 89.29% 11.750%

11 9.622 1277 1281 1293 rBV 105709 112861 3.66% 0.481%
12 9.910 1326 1330 1343 rBvV 918086 872996 28.29% 3.723%
13 10.698 1460 1464 1480 rBV 1714698 1827636 59.23% 7.795%
14 11.404 1580 1584 1593 rBV 874303 907466 29.41% 3.870%
15 11.922 1669 1672 1685 rBV 148612 175057 5.67% 0.747%

16 12.992 1850 1854 1857 rBV 3628783 3085438 100.00% 13.160%
17 13.886 2002 2006 2021 rBV 265414 395905 12.83% 1.689%
18 14.057 2031 2035 2043 rBvV 737598 756744 24 _.53% 3.228%

19 14.204 2057 2060 2069 rBV2 31185 35629 1.15% 0.152%
20 14.510 2109 2112 2115 rBV 47385 47851 1.55% 0.204%
21 14.821 2161 2165 2169 rBV 64001 62306 2.02% 0.266%
22 14.898 2174 2178 2183 rVB 87650 88374 2.86% 0.377%
23 15.168 2219 2224 2228 rBV 70924 84300 2.73% 0.360%

24 15.545 2283 2288 2301 rBV 539421 784857 25.44% 3.348%
25 15.998 2360 2365 2371 rBV2 69739 108577 3.52% 0.463%

26 16.062 2371 2376 2383 rBV9 23684 59945 1.94% 0.256%

27 16.515 2447 2453 2462 rBV3 47686 89187 2.89% 0.380%

28 17.121 2551 2556 2563 rVB3 24555 51760 1.68% 0.221%
Sum of corrected areas: 23445916
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

Abundance TIC: BF118272.D
3500000

3000000

6.63
2500000

6.49 7.02

2000000 541

1500000 7.42

1000000
6.86

500000

5.06
Ji .

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF118272.D
3500000 12199

3000000 9.22
2500000

2000000
10.70

1500000

1000000 9.91
815 11.40

500000

L 0.62 11.92

ot Al

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: BF118272.D
3500000

3000000

2500000

2000000

1500000

1000000
14.06
15.54

500000 13.89

16606 16.52 17.12
I

I 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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.

2.11 6.88 ng 192774 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 56
2 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 4 (2.110 min): BF118272.D (-3) (-) m/z 73.10 100.00%
7B
5000
a7 220 230 2.40 2.50
SN LY U U ' E m/z 43.05 31.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 RS NARSERAREE RAREE RARRE
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 27.55%
0 "'I'”'I"'fﬁ'?§”H:J”I"L'I"§?J'='ﬁq"Ll""I"”I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #827: 1-Propene-1-thiol
7B

220 2.30 2.40 2.50
5000 m/z 55.10 25.73%

45
39 ‘ 55 61 67 ||

o) JMNSNESENMBNNENENMMBMSSUS. 418 NSRSV O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #8392: 3-Pentanol, 2,4-dimethyl- T

7. 220 2.30 2.40 2.50
m/z 71.10 12.02%

5000 55
43
27
o1 \usm‘\ I__67 )l 8 98 115

o A LA B e e B A EEEEa sy

m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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.

5.06 12.89 ng 361096 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118272.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
o IR A NS <R N m/z 59.00 61.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I UL
59 480 500 520 5.40
m/z 101.00 22.13%
31 83 g3 101
R e P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.39%
101
15 58
28 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L AR mEa
59 480 5.00 5.20 5.40
m/z 41.00 10.03%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40

8270-BF120619.M Thu Dec 19 14:35:08 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 78.74 ng 2205520 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF118272.D (-768) (-) m/z 132.00 100.00%
5000 68
40 %6 620 640 6.60 6.80 7.00
54 . . : :
o [ L Weus .+ m/z 68.10 38.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 PAN
5000 SERBUMERE SRE S
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.86%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.28%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.39%
5000 67
97
‘ o ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF120619.M Thu Dec 19 14:35:08 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 3.86 ng 175057 Phenanthrene-d10 11.40
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1672 (11.922 min): BF118272.D (-1669) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 rryrrrryrrrryrrr T T T
15 | 107171185 0™ s 256 1160 11.80 12.00 12.20 |
0 m/z 60.00 74 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL B SN DR SRR
11. 60 11. 80 12.00 12.20
m/ 43.05 71.08Y%
TJJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11.60 11.80 12.00 12.20
5000 29 m/z 41.10 69.87%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 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
m/z 57.10 63.73%
5000 129
29
199
‘ 143157171185 242
O.Fﬁﬂ”wﬂn

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\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 10.46 ng 395905 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 2007 (13.892 min): BF118272.D (-2002) (-) m/z 83.10 100.00%
57
5000 111
5 J 19 1 on 13560 1350 1400 1420
0 , .l.‘|l.~-!- e 28 "m/z 57.05 99.29%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
13.60 13.80 14.00 14.20
29 125 m/z 55.00 87 .82%
0 79 | | | 154 196 224 251260 330
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57
97
13.60 13.80 14.00 14.20
5000 m/z 43.05 86.71%
- 125
oL 4 f7d b | | 15 182 224 252 570297 spp g
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3 13.60 13.80 14.00 14.20
69 m/z 97.05 81.17%
97
5000
125
0! 2 ‘ J | [ L I15\3 196 224
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 Squalene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.25 ng 88374 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 81
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 64

Abundance Scan 2178 (14.898 min): BF118272.D (-2174) (-) m/z 69.05 100.00%

69
5000
41

95 137 LB L e e S

14 60 14. 80 15. 00 15. 20
161 189 281 341 367
ol b bl )l g61 180200 281 3367 o Ugr 65" 51.60%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 L LA B oy
14 60 14. 80 15. OO 15. 20

m/z 41.05 23 .85%

95
137
bbb 4y e 191217 2190 stiser ato
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
R EAEEREEa T
14.60 14.80 15.00 15.20
5000 m/z 95.10 15.78%
41
95 137
o s 317 | 163 101 217 245 273200 341367 410
b= T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- R B B
69 14.60 14.80 15.00 15.20
a1 m/z 137.10 15.12%
5000
95 123 149
ANTEET bilkido o SN i S |
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.17 2.15 ng 84300 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2224 (15.168 min): BF118272.D (-2219) (-) m/z 57.05 100.00%
57
85
5000
L) T e . 14150 1500 1520 1540
YN P O O e 2 S— m/z 71.10 75.84%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85 UL SRR BRI U
29 14.80 15.00 15.20 15.40
m/z 43.00 57 .90%
o.ll. WAL TP a0 107 225 ass 22
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57
14.80 15.00 15.20 1540
5000 g5 m/z 85.05 55.68%
113
L2 i W (141 169 197 225 253 295 366
m/z--> 50 100 150 260 250 300 350
Abundance #185533: Pentacosane
57 14.80 15.00 15.20 15.40
m/z 55.05 28.05%
5000 85
113
L2 [‘ L LT 14 169 194211 239 267 295 323 352
m/z--> 50 100 1éo 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.77 ng 108577 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2365 (15.998 min): BF118272.D (-2360) (-) m/z 57.05 100.00%
57
85
5000
113 LRI AR SRR SN
” e 109103 225 262 15.60 15.80 16.00 16.20 16.40
O A L i T e e o e ot m/z 71.10 77 .40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LRI AR SRR SN
15.60 15.80 16.00 16.20 16.40
m/z 43.05 64 .04%
oL TLLL L 1| 1 1141 169,197 225 253 262
m/z--> 55 100 150 200 250 300 350 400 '
Abundance #202661: Heptacosane
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 85.05 62 .44%
29
oL L. } | | 3,141 169 197 225 253 281 300 337 380
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223851: Hentriacontane
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 24 .67%
5000
85
29 113 141
oL_4 7y, 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 1&1;0 200 250 300 350 400 ' 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\BF121819\
Data File : BF118272.D

Aca On : 18 Dec 2019 21:26

Operator :© JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.52 2.27 ng 89187 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2454 (16.521 min): BF118272.D (-2447) (-) m/z 57.05 100.00%

57
5000

16.20 16.40 16.60 16.80
o’ m/z 71.05 66.75%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
5|7
85

5000 L R
16.20 16,40 16.60 16.80

m/z 43.10 62 .46%

141

29 113
oL 1 Il | |77, 141 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
B e e A
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 52.68%
113
o 29| ‘ Il 177,241 169 197 225 267 205 365 393
T T e o T T B o e oo
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane RS =
57 16.20 16.40 16.60 16.80
m/z 55.00 26.47%
5000 a5
113
0 | | |77, 141 169 197 225 253 281 309 337 365 437
e e RS B e A
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121819\
Data File : BF118272.D

Acq On : 18 Dec 2019 21:26

Operator : JU

Sample : K6357-04

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
Quant Title : 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... 2.11 6.9 ng 192774 1 6.86 560210 20.0
2-Pentanone, 4-hy... 5.06 12.9 ng 361096 1 6.86 560210 20.0
unknown6.63 6.63 78.7 ng 2205520 1 6.86 560210 20.0
n-Hexadecanoic acid 11.92 3.9 ng 175057 4 11.40 907466 20.0
Trifluoroacetoxy ... 13.89 10.5 ng 395905 5 14.06 756744 20.0
Squalene 14.90 2.3 ng 88374 6 15.54 784857 20.0
Eicosane 15.17 2.1 ng 84300 6 15.54 784857 20.0
Heptacosane 16.00 2.8 ng 108577 6 15.54 784857 20.0
Hexacosane 16.52 2.3 ng 89187 6 15.54 784857 20.0
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