LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 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-BF071219.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 2.151 4 11 25 rvB 474202 640260 19.26% 2.089%
2 5.492 575 579 600 rBY 2356755 2261405 68.02% 7.377%
3 6.498 745 750 753 rBVY 2487425 2314629 69.62% 7 .551%
4 6.639 770 774 777 rBV 2828240 2455465 73.86% 8.010%
5 6.869 809 813 817 rBV 901596 723706 21.77% 2.361%
6 7.028 836 840 843 rBVY 2198195 1910710 57.47% 6.233%
7 7.428 903 908 924 rBVY 1622142 1555109 46.78% 5.073%
8 8.151 1027 1031 1038 rBV 889364 893286 26.87% 2.914%
9 9.222 1209 1213 1229 rBvV 2697133 2851920 85.78% 9.304%
10 9.616 1276 1280 1292 rBV 398414 389746 11.72% 1.271%

11 9.904 1325 1329 1344 rBV 1302159 1163032 34.98% 3.794%
12 10.692 1459 1463 1480 rBV 2019305 2039905 61.36% 6.655%
13 11.386 1578 1581 1591 rBV 1259035 1251463 37.64% 4.083%
14 11.916 1667 1671 1688 rBV 407353 448702 13.50% 1.464%
15 12.698 1801 1804 1816 rBV 139849 183249 5.51% 0.598%

16 12.974 1846 1851 1854 rBV 3456476 3324526 100.00% 10.845%
17 13.868 2000 2003 2005 rBV 78587 75241 2.26% 0.245%
18 13.910 2005 2010 2026 rVvv4 97916 379007 11.40% 1.236%
19 14.027 2026 2030 2041 rVB 1192781 1173298 35.29% 3.828%
20 14.186 2053 2057 2062 rBV 261186 219095 6.59% 0.715%

21 14.492 2105 2109 2113 rBV 550564 455637 13.71% 1.486%
22 14.798 2157 2161 2170 rVB 781861 751179 22.60% 2.451%
23 15.133 2214 2218 2227 rBV 795570 884340 26.60% 2.885%
24 15.498 2274 2280 2281 rBV 768454 963510 28.98% 3.143%
25 15.951 2351 2357 2364 rBV 485979 727165 21.87% 2.372%

26 16.456 2437 2443 2450 rBV 236205 420995 12.66% 1.373%
27 17.050 2537 2544 2552 rBV2 70660 144614 4 _35% 0.472%
28 17.750 2659 2663 2672 rVB5 23158 52447 1.58% 0.171%

Sum of corrected areas: 30653641
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115768.D

3000000 6.64

2500000 5.49 6.50

7.03

2000000

7.43
1500000

1000000 6.87

500000215

1l . .

T
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: BF115768.D

3000000
9.22

2500000

2000000 10.69

1500000
9.90 11.39

1000000 8.15

500000 9.62 11.92

- g | mo

T
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: BF115768.D

3000000
2500000
2000000

1500000
14.03

1000000 14.80 15.13 1550

14.49
500000 15.95
14.19 16.46
13389 N 17.05 17.75
0 - -

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4

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

2.15 17.69 ng 640260 1,4-Dichlorobenzene-d4 6.87
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (2.151 min): BF115768.D (-4) (-) m/z 73.00 100.00%
7B

i

5000
43
55 87
37 49 | 67 2.20 2.30 2.40 2.50 2.60
b i b4 ey e M/Z 43.00  33.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LU LI L L LB BN B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.00 24.84%
29
35 |l | 67 ||, 80
T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 .

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 24 _.27%

Jd

—

79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- N s aanns
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.12%
5000 43
58
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

8270-BF071219.M Fri Jul 26 15:37:05 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 1

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

6.64 67.86 ng 2455470 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 774 (6.639 min): BF115768.D (-770) (-) m/z 131.95 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 : . : :
o | 77 7 |ssus | m/z 68.00 40.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.90%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N BEREEmaEEs e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.12%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.17 ng 448702 Phenanthrene-d10 11.39
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 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.921 min): BF115768.D (-1667) (-) m/z 73.00 100.00%
73
3 o
5000 129
213

207 256 1160 11,80 12.00 12.20
0! m/z 43.00 82.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 L L L e e
11.60 11.80 12.00 12.20

157
143 171185 199

m/z 60.00 75.76%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
e N L AR
11.60 11.80 12.00 12.20
5000 m/z 57.00 66.57%
29
129
“ T? o1 115 ‘ 71 214
o...,.\...»,».»..M.u».w»u..ﬁ,»...\.,....1,4.%.1?,7..\..,.‘..1.9,8...\\.
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid P T SR
43 60 73 11. 60 11. 80 12. 00 12 20

m/z 55.00 63.71%

5000 129
29
199
143157171185 242
oL15 |

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\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.93 ng 183249 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1804 (12.698 min): BF115768.D (-1801) (-) m/z 73.00 100.00%
43 73
5
5000 129
241
199213227 12.40 12.60 12.80 13.00
0! m/z 43.00 86.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 R EEEEsmmmss e
12. 40 12. 60 12. 80 13. oo
m/z 60.00 84.71%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73 t
129 12.40 12.60 12.80 13.00
5000 m/z 57.00 71.31%
43 57
87
101 143 172
Obr el Al ‘l...M,‘..w.,..‘..,‘.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid SRR REma T e
43 oo T8 12.40 12.60 12.80 13.00
m/z 55.00 69.31%
129
5000 29 wamyujkhhkhﬂ
of *N“’“J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.91 6.46 ng 379007 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 74
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 74

Abundance Scan 2010 (13.910 min): BF115768.D (-2005) (-) m/z 83.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 55.00 94.56%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

13!60 13.I8O 14.IOO 14!20
m/z 97.05 93.14%

5000

29
167182

210 238

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83
13.60 13.80 14.00 14.20
5000 m/z 69.00 89.34%
29 139 oo
o 182 210 238 264280 308
e R ARRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate o B
57 13.60 13.80 14.00 14.20
a3 m/z 43.00 66.05%
5000 4
o 126 154169 195210 238 65583 A AN J\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.19 3.73 ng 219095 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2058 (14.192 min): BF115768.D (-2053) (-) m/z 57.00 100.00%
57
85
5000
113 0 14.00 1420 1440 14.60
141 169 13.80 14.00 14.20 14.40 14.60
ol b .U', Ll aer 239 ae  m/z 70.95  75.96Y%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
85 13.80 14.00 14.20 14.40 14.60
‘ m/z 43.00 59.39%
0 %9 { | 118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
13.80 14.00 14,20 14.40 14.60
5000 85 m/z 85.05 57 .49%
ol 38 J L M3, 169 197 %2 267 204 323 332
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 13.80 14.00 14.20 14.40 14.60
m/z 41.00 23.29%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206 NN | h
LU B B R N B B N B N B N B B N B B N B N B BN B B N N B B B NN B B B B N B B B —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 13.80 14.00 14.20 14.40 14.60

8270-BF071219.M Fri Jul 26 15:37:07 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.49 7.77 ng 455637 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2109 (14.492 min): BF115768.D (-2105) (-) m/z 57.00 100.00%
57
85
5000
| |l 13, 19 157 25 a7 o 14.20 14.40 14.60 14.80
ob——i4 ey A e e m/z 71.05 76.21%
m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U AR UL SO B
14.20 14.40 14.60 14.80
m/z 43.00 62.03%
0 ?F. l. d J A 141 169 197 225 253 282
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 55.96%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane I BAREEE RS R n T
57 14.20 14.40 14.60 14.80
m/z 55.00 22 .53%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
LA N B B R B B N LI LA L U SR RN N B R N AN B B B B I B B BN B B N —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 15.59 ng 751179 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2161 (14.798 min): BF115768.D (-2157) (-) 57.00 100.00%

g7
85
5000

141 169 197 14.40 14.60 14.80 15.00 15.20
oJ l|11:,.| LR B — m/z 71.05  75.40%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85

14.40 14.60 14.80 15.00 15.20
m/z 43.00 62.47%

113
ol 3L LN |77, 141 169 107 239 267 204 323 352
L L e i T I e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 56.59%
29 113
oL L by J | 141 169 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 22.48%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
||||||||||||||||||||||||||||||||||||||| —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 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.13 18.36 ng 884340 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2217 (15.127 min): BF115768.D (-2214) (-) m/z 57.00 100.00%
57
85
5000
| |113 141 169 197 239 267 14.80 15.00 15.20 15.40
0 ...:r.n. 0 ViDL A R A — m/z 71.05  75.34%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 43.00 63.41%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 54 _.05%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22.05%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 ' 14.80 15.00 15.20 15.40

8270-BF071219.M Fri Jul 26 15:37:09 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 11 Hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.95 15.09 ng 727165 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2357 (15.951 min): BF115768.D (-2351) (-) m/z 57.00 100.00%
57
85
5000
LI a8 200 197 o oo 1560 15580 1600 1620
) S 0 0 O 2021295  m/z 71.05  77.50%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 PN N SRR SN
15.60 15.80 16.00 16.20
m/z 43.00 58.91%
oL 2 Lk {172 200 o7 226
m/z--> 55 100 150 260 2éo 360 3éo
Abundance #141426: Heneicosane
57
85 15.60 15.80 16.00 16.20
5000 m/z 85.05 55.66%
29 113
oL L. | |4 77,241 160 197 225 253 206
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane R b e e
57 15.60 15.80 16.00 16.20
m/z 55.00 22 .13%
5000 85
29 } 113 141 169
ol L L 7T 109 107 225 253 2 a09 3y 3o Sl JL
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20

8270-BF071219.M Fri Jul 26 15:37:09 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115768.D

Aca On = 25 Jul 2019 20:00

Operator : HP/JU

Sample = K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 12 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.46 8.74 ng 420995 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 87
Abundance Scan 2444 (16.462 min): BF115768.D (-2437) (-) m/z 57.00 100.00%
57
85
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
1L d113 141 169 197 295 253 281 16.20 16.40 16.60 16.80
Ol O m/z 71.00 78.02%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
16.20 16.40 16.60 16.80
m/z 85.05 60.42%
29 113
oLl I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 43.00 58.59%
113
N L LT 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane BB RS ey
57 16.20 16.40 16.60 16.80
m/z 55.00 21.60%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 16,20 16.40 16.60 16.80

8270-BF071219.M Fri Jul 26 15:37:10 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115768.D

Acq On = 25 Jul 2019 20:00

Operator : HP/JU

Sample - K3990-04

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.15 17.7 ng 640260 1 6.87 723706 20.0
unknown6 .64 6.64 67.9 ng 2455470 1 6.87 723706 20.0
n-Hexadecanoic acid 11.92 7.2 ng 448702 4 11.39 1251460 20.0
Octadecanoic acid 12.70 2.9 ng 183249 4 11.39 1251460 20.0
1-Heneicosanol 13.91 6.5 ng 379007 5 14.03 1173300 20.0
Heptacosane 14.19 3.7 ng 219095 5 14.03 1173300 20.0
Eicosane 14.49 7.8 ng 455637 5 14.03 1173300 20.0
Heptadecane, 9-oc... 14.80 15.6 ng 751179 6 15.50 963510 20.0
Octacosane 15.13 18.4 ng 884340 6 15.50 963510 20.0
Hexadecane 15.95 15.1 ng 727165 6 15.50 963510 20.0
Heneicosane 16.46 8.7 ng 420995 6 15.50 963510 20.0
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