LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 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_F\METHODS\8270-BF040319_.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 5.292 542 545 580 rBV 1302860 2107706 90.68% 9.540%
2 6.333 719 722 738 rBV 1608948 2144022 92.25% 9.704%
3 6.451 738 742 761 rVB 2115693 2250255 96.82% 10.185%
4 6.669 776 779 793 rVB 688693 656322 28.24% 2.971%
5 6.828 802 806 824 rBvV 1932124 1759464 75.70% 7.964%
6 7.239 872 876 901 rBV 1160435 1359080 58.47% 6.151%
7 7.957 994 998 1020 rBVY 651078 807571 34.75% 3.655%
8 9.027 1176 1180 1193 rBV 2542128 2324207 100.00% 10.520%
9 9.427 1245 1248 1261 rBV 208716 244091 10.50% 1.105%
10 9.704 1291 1295 1309 rBV 853417 793901 34.16% 3.593%

11 10.498 1427 1430 1447 rBvV 896216 1081541 46.53% 4 _.895%
12 11.192 1544 1548 1563 rBV 596046 721832 31.06% 3.267%
13 11.727 1635 1639 1653 rBv2 101707 208018 8.95% 0.942%
14 12.504 1768 1771 1784 rBV 189902 363421 15.64% 1.645%
15 12.768 1812 1816 1825 rVB 1822224 1717689 73.90% 7.774%

16 13.339 1909 1913 1916 rBV2 33098 39884 1.72% 0.181%
17 13.668 1965 1969 1975 rBV 43801 46200 1.99% 0.209%
18 13.827 1992 1996 2005 rBV 704186 849568 36.55% 3.845%
19 13.980 2019 2022 2030 rVB 88837 94893 4.08% 0.429%

20 14.286 2069 2074 2077 rBV 155951 162506 6.99% 0.736%

21 14.433 2093 2099 2107 rVB5 32784 100646 4_.33% 0.456%
22 14.580 2120 2124 2129 rBV 200840 218827 9.42% 0.990%
23 14.645 2132 2135 2139 rVB 154362 154247 6.64% 0.698%
24 14.886 2172 2176 2183 rVB 234873 244049 10.50% 1.105%
25 15.239 2230 2236 2244 rBV2 753689 1113252 47.90% 5.039%

26 15.621 2296 2301 2315 rVB 173400 289530 12.46% 1.310%
27 16.074 2373 2378 2386 rBV2 91327 176397 7.59% 0.798%
28 16.603 2463 2468 2474 rVB2 35859 64850 2.79% 0.294%

Sum of corrected areas: 22093969
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF041619\

BF113788.D

16 Apr 2019 12:33

JussJ

K2423-13

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 unknown6.45 Concentration Rank 1

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

6.45 68.57 ng 2250260 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 742 (6.451 min): BF113788.D (-738) (-) m/z 132.00 100.00%
32
5000 68
40 % 620 6.40 6.60 6.80
0 o4 I78 | 107 L m/ : : : : 0
. Lot Z 67.95 38.89%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 32.87%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 24.76%
41 97
53
29 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 68.95 14.66%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.73 5.76 ng 208018 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30

Abundance Scan 1639 (11.727 min): BF113788.D (-1635) (-) m/z 72.90 100.00%

43 60 73

5000 129

¥ g

97 115 157171 213
185
143 199

297 256 11.40 11.60 11.80 12.00
0 m/z 42.95 91.38%
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 TT LR B TTT T T

11. 40 11. 60 11. 80 12.00

m/z 60.00 85.83%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
L e o St
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 74 .55%
29 g7
115 | 143 199 242
101 157171185
oL 15 i 213226
T R LAREA R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L B
60 73 11.40 11.60 11.80 12.00
43 m/z 54.95 72.13%
5000 129
7 185 228
01115 | 143,.5171 | 199
o \ 0 o il e U ) P e
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 4 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.50 10.07 ng 363421 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1770 (12.498 min): BF113788.D (-1768) (-) m/z 42.95 100.00%
48 73
5
5000
129
97 185 RN BN BN U
115 157 213 24 284 300 12.20 12.40 12.60 12.80
0 m/z 72.90 82.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 RN A BN
12.20 12.40 12.60 12.80
m/z 59.90 77 .10%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 57 12120 12,40 12.60 12.80
5000 m/z 57.00 71.42%
129
o7 185 228
27
o 113 149166 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid e AN BAEaEEE
43 60 12.20 12.40 12.60 12.80
m/z 41.00 60.35%
5000 M-Vwa~vu~/ﬂﬁ\ﬂﬂkmm~M~MJ
OI“'WMJN' RN BN BN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.98 2.23 ng 94893 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2022 (13.980 min): BF113788.D (-2019) (-) m/z 57.00 100.00%
57
= |7 U
LU 10 wmer 2 soos 1960 1280 1400 1420 |
SRS 9 0 N P e AP AN .- RN m/z 71.00 68.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
, ,JLJJLJL
5000 NSRRI AN SUNILE
13.60 13.80 14.00 14.20
m/z 43.00 59.25%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
13.60 13.80 14.00 1420
5000 85 m/z 85.00 49 _.21%
. 29 113 141 169 197 225 253 281 310
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane T
57 13.60 13.80 14.00 14.20
m/z 55.00 21.60%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 ' 13.|60 13.|80 14.'00 14.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.83 ng 162506 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 83
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2075 (14.292 min): BF113788.D (-2069) (-) m/z 57.00 100.00%
57
5000 85 w
302
113 Ca00 1490 1440 1460
] | I j Jl?% 169 211 239 l 1400 1420 14.40 14.60
o b e m/z 71.00 65.44%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 L B e B B
14. OO 14 20 14. 40 14 60

m/z 85.00 51.35%

29 113 149
0 \‘ | h H\ h h‘ u‘ 1 . \169 197 225 253 296
e L e T e !
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
L B e e
14.00 14.20 14.40 14.60
5000 m/z 43.00 51.20%
85
29 13 141
o 169 197 225 253 280 309 351 379 407 436
T T T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane I AARmEEE RS
57 14.00 14.20 14.40 14.60
m/z 302.00 33.41%
5000 85
113
ol 2y 71 14t 169, 211 239 267 295 323 352
....,....,....,....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Coronene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.43 2.37 ng 100646 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coronene 300 C24H12 000191-07-1 64
2 Pyrazine, 2,5-bis(4-chlorophenyl)- 300 C16H10CI2N2 074376-33-3 50
3 47 -Bromo-flavone 300 C15H9Br02 020525-20-6 49
4 Benzothiophene-3-carbonitrile, 4... 300 C16H13CIN2S 069438-07-9 47
5 Coronene, 1,2-dihydro- 302 C24H14 107716-56-3 46

Abundance Scan 2098 (14.427 min): BF113788.D (-2093) (-) m/z 300.00 100.00%

5000

14.20 14.40 14.60 14.80
m/z 302.00  73.84%

100 117 134

o 177 199 229 247263 283
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145066: Coronene

14.20 14.40 14.60 14.80
m/z 149.95  33.07%

5000

100117 135

169 187 222 247 270285

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
136 300
14.20 14.40 14.60 14.80
5000 m/z 301.00 25.44%
75 101
51 265
o 33 119 162 189204 238
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144317: 4'-Bromo-flavone
120 300 14.20 14.40 14.60 14.80
m/z 148.20 24 _47%
5000
92
75 165182 221 212
0..q”thNM.”q.”.M%??”.ﬂ”.ﬂn..“..”...“..i..”
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.58 3.93 ng 218827 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 87
5 Docosane 310 C22H46 000629-97-0 83
Abundance Scan 2124 (14.580 min): BF113788.D (-2120) (-) m/z 57.00 100.00%
57
5000 85
141 169 302 14.20 14.40 14.60 14.80
0 ....,]....ll.".l.. s sy m/z T71.00  66.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AU SRR SR B
mmmmmmmm
m/z 43.00 58.36%
. 2?« h L Hlﬁ31 41169 197 225 253 295 393 _ 367
m/z--> 55 100 150 260 2%0 360 3%0 460 !
Abundance
57
o 14:20 14.40 14.60 1480
5000 m/z 85.00 48 .30%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane R R S
57 14.20 14.40 14.60 14.80
m/z 54.95 20.26%
5000
85
29| | 113 141 169 19
ol L4 70109 197 225 253 280 300 351 379 407 436 —
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\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.64 2.77 ng 154247 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 53
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50
Abundance Scan 2134 (14.639 min): BF113788.D (-2132) (-) m/z 69.00 100.00%
60
o ML
4 95 HREUR IS DL BRI SR
137 14.40 14.60 14.80 15.00
191
ol | adglgag g 163191217 269 200 31 ogi 00 52.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LR B BN I U
a1 14.40 14.60 14.80 15.00
R m/z 40.95 25.20%
0 ‘ Ll |17 ] 161 191 231 273 209 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
' 14.40 14.60 14.80 15.00
5000 m/z 94.95 15.43%
41
95 137
oL gl H17 | 168 191 207 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #117602: Trideca-1,3,7,11-tetraene-1,1-dicarbonitrile, 4,8... b RREmE EE e
69 14.40 14.60 14.80 15.00
m/z 68.00 11.12%
5000
41
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.89 4.38 ng 244049 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2177 (14.892 min): BF113788.D (-2172) (-) m/z 56.95 100.00%
57
5000 85
113 14,60 14.80 15.00 15.20
141 169
ol 3 d A | M 19 197 221289 277 309 355 m/z 71.00 68.58%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000 LR U B UL B
Mmmmmmmm
29 m/z 43.00 58.01%
o h J i J113 141169 197 225 253 338
m/z--> 50 1%0 260 2%0 360 3%0
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.00 50.49Y%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane B R EE e e
57 14.60 14.80 15.00 15.20
m/z 55.00 19.76%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14|60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 11 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.20 ng 289530 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 2301 (15.621 min): BF113788.D (-2296) (-) m/z 57.00 100.00%

57
5000 85

15.40 15.60 15.80 16.00

ﬂ L l141 169 197 225 267 313 341

Oty R T e e T S o e s e e m/z 70.95 66.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA B L L L L L LB
15.40 15.60 15.80 16.00
m/z 43.00 58.70%
29 113 141
0 \‘ A ‘ “\ h h‘ H‘ \ A \169 197 225 253 296
A L e e AL A B e e o s o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R e EEEEE R
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 50.55%
29
. 113 141 169 107 225 253 281 310
L L A e e e N HLASLAN B B B o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e
57 15.40 15.60 15.80 16.00
m/z 54.90 22.03%
5000 85
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
....,.... e A e T e e T T R e EEEEE R
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 12 Tridecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.17 ng 176397 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2377 (16.068 min): BF113788.D (-2373) (-) m/z 57.00 100.00%
g7
85
5000
3 141,41 183 211 239 15.80 16.00 16.20 16.40
oLl 61 265 m/z 71.00 67.20%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI BN LS UL I
15,80 16.00 16.20 16.40
m/z 43.00 61.68%
29 113
0 \‘ Jl h “\ I h‘ u‘ l 1?1 ! 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.80 16,00 16,20 16.40
5000 m/z 84.95 57.18%
29
85
o 113 149 169 19
m/z--> " 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e B e S LML e
57 15.80 16.00 16.20 16.40
m/z 54.90 20.36%
29 i 13 14
ol b d L ST Y 100 107 225 258 295 %28 36T |
m/z--> 50 100 150 200 250 300 350 15.80 16,00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041619\
Data File : BF113788.D

Acq On : 16 Apr 2019 12:33

Operator : JU/SJ

Sample - K2423-13

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
unknown6 .45 6.45 68.6 ng 2250260 1 6.67 656322 20.0
n-Hexadecanoic acid 11.73 5.8 ng 208018 4 11.19 721832 20.0
Octadecanoic acid 12.50 10.1 ng 363421 4 11.19 721832 20.0
Heneicosane 13.98 2.2 ng 94893 5 13.83 849568 20.0
Hentriacontane 14_.29 3.8 ng 162506 5 13.83 849568 20.0
Coronene 14.43 2.4 ng 100646 5 13.83 849568 20.0
Hexacosane 14.58 3.9 ng 218827 6 15.24 1113250 20.0
Squalene 14 .64 2.8 ng 154247 6 15.24 1113250 20.0
Tetracosane 14.89 4.4 ng 244049 6 15.24 1113250 20.0
Docosane 15.62 5.2 ng 289530 6 15.24 1113250 20.0
Tridecane, 3-methyl- 16.07 3.2 ng 176397 6 15.24 1113250 20.0
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