LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.163 7 13 27 rVB 440570 614553 15.17% 1.793%
2 4.787 457 459 467 rVB 52340 63246 1.56% 0.184%
3 5.116 509 515 518 rVB 2905524 4050793 100.00% 11.816%
4 5.504 577 581 585 rVB 2365420 2130822 52.60% 6.216%
5 6.434 736 739 743 rBV 53599 50754 1.25% 0.148%
6 6.510 748 752 755 rBVY 3100079 2982616 73.63% 8.701%
7 6.651 772 776 780 rBVY 2786422 2615029 64.56% 7.628%
8 6.887 812 816 819 rBVY 1254476 1019779 25.17% 2.975%
9 7.040 835 842 846 rBVY 3019621 2910959 71.86% 8.492%
10 7.445 906 911 914 rBV 2456972 2400854 59.27% 7.003%

11 8.169 1030 1034 1037 rBV 1534516 1253911 30.95% 3.658%
12 9.239 1212 1216 1220 rBV 3352498 3241464 80.02% 9.456%

13 9.316 1226 1229 1231 rBV 59098 40930 1.01% 0.119%
14 9.381 1237 1240 1252 rVB9 22961 48297 1.19% 0.141%
15 9.498 1255 1260 1265 rBV2 41362 60510 1.49% 0.177%

16 9.633 1279 1283 1286 rBV 197150 178302 4._.40% 0.520%
17 9.845 1315 1319 1323 rVB 151259 123548 3.05% 0.360%
18 9.922 1328 1332 1340 rVV 1249725 1183611 29.22% 3.453%
19 10.345 1397 1404 1407 rBV 167109 147820 3.65% 0.431%
20 10.569 1436 1442 1444 rBV 46547 62044 1.53% 0.181%

21 10.710 1463 1466 1477 rBV 985791 955375 23.58% 2.787%
22 10.822 1481 1485 1495 rVB 138948 173656 4._.29% 0.507%

23 11.269 1558 1561 1563 rBV 84972 69809 1.72% 0.204%
24 11.410 1582 1585 1589 rBV 1072891 1035324 25.56% 3.020%
25 11.927 1669 1673 1681 rBV7 27180 43133 1.06% 0.126%
26 12.627 1789 1792 1796 rVB 59810 52973 1.31% 0.155%
27 12.857 1825 1831 1834 rBV 53975 54142 1.34% 0.158%

28 12.998 1850 1855 1858 rBV 2613693 2362939 58.33% 6.893%
29 13.880 2001 2005 2013 rBV 626391 631683 15.59% 1.843%
30 14.051 2030 2034 2038 rBV 1044574 991438 24.48% 2.892%

31 14.204 2056 2060 2065 rBV 42921 63479 1.57% 0.185%
32 14.327 2078 2081 2086 rBV 53481 41703 1.03% 0.122%
33 14.510 2108 2112 2119 rBV 247172 288517 7.12% 0.842%
34 14.892 2174 2177 2180 rBV 58854 65741 1.62% 0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.968 2186 2190 2196 rBV 193685 208596 5.15% 0.608%
36 15.163 2219 2223 2226 rBV 280012 319232 7.88% 0.931%
37 15.539 2282 2287 2299 rBV2 681762 978056 24.14% 2.853%
38 15.757 2320 2324 2332 rVB 148406 211162 5.21% 0.616%
39 15.998 2360 2365 2369 rBV 162062 243559 6.01% 0.710%
40 16.045 2370 2373 2381 rVB2 56827 102215 2.52% 0.298%

41 16.815 2499 2504 2511 rVB2 109805 208263 5.14% 0.608%

Sum of corrected areas: 34280837
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF020918\

BF102887.D

9 Feb 2018 14:33

SJ/Ju

J1476-05

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF102887.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.16 12.05 ng 614553 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.158 min): BF102887.D (-7) (-) m/z 73.00 100.00%
7B
5000 43
55 g7
2.20 2.30 2.40 2.50 2.60
0 ...,....,....,....,..3.6.',|.'.|..,.'.:~.-,..‘??,'.:..?1....,.?“?.,...., m/z 43.00 45.31%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HA AN A AR A U
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 55.00 33.03%
. 13 |40 | 6167 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
220 2.30 2.40 2.50 2.60
5000 m/z 87.00 25.46%
43
o 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e Eama A Rama
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 15.66%
5000 43
58
0"'w"w"“l'”“w“"ﬂ*'w"“l'“'l”"w"w"“l'“'l RS UAAE UL AR IS DA
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1

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

5.12 79.44 ng 4050790 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-0ctanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 516 (5.122 min): BF102887.D (-509) (-) m/z 43.00 100.00%
43
59
5000
T k0 5o 520 540
o...,....,....,.?.6.-,':...?.1.'!!,...‘??....,E.‘?..,...:,|....,....,....,.... m/z 59.00 64.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I I
59 480 500 520 540
m/z 100.95 20.05%
15 31 101
0 ‘ Tl N 50 \‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
480 5.00 520 540
5000 m/z 57.95 17.98%
41
ol 50 73 86
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol B e Ea A
50 480 500 5.20 5.40

m/z 41.00 8.65%

5000 29 4 83
101

‘ ‘ Ly 51l 69 91 ‘ 112 129

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 3

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

6.65 51.29 ng 2615030 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF102887.D (-772) (-) m/z 132.00 100.00%
132
5000 68
e —
40 5 ‘ 75 6 o4 6.40 6.60 6.80 7.00
o..,....,....,...:','!.‘.‘?,!!..‘,3%:.'.|,..':.,..5??,..!.,.':..,.1.1:‘3.,....,'...,.. m/z 68.00 43.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.49%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 30.17%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R T i Ea
132 6.40 6.60 6.80 7.00
m/z 68.95 16.93%
5000
104
5159 0 77
oL 14 27 37449 58 | L. 89 97 | 115
R as B AR AARRNRAENAEEA TS o St
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 15

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

9.85 2.09 ng 123548 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
4 Nonadecane 268 C19H40 000629-92-5 58
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1320 (9.851 min): BF102887.D (-1315) (-) m/z 57.05 100.00%
57
43
71
5000
85
99 960 9.80 10.00 10.20
113 127 151
Ol ol & MB127 L6600 66, 76%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
71

5000 LIRS
85 9.60 9.80 10.00 10.20
29 m/z 70.95 55.56%
0 | L I w 99 113 127 141 155 169 183 197 226
o s e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 85 m/z 41.00 34.22%
29 113
99
o} AN S| S Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl- T
57 960 980 10. OO 10 20

m/z 84.95 32.76%

43
71
5000 85
141
99
l \ 1l Il \‘ al 113 \‘ 169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 10. OO 10 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

10.35 2.50 ng 147820 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1405 (10.351 min): BF102887.D (-1397) (-) m/z 57.00 100.00%

g7
43

5000

10.00 10.20 10.40 10.60

99 113 127 141

169

0 m/z 43.00 70.53%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57
43
71
5000 LA L L L L L I
85 10.00 10.20 10.40 10.60
29 99 m/z 71.00 55.25%
Oﬂwhwu\$mm%mmmm 240
et e e o e T
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
A e Lt
10.00 10.20 10.40 10.60
5000 n m/z 84.95 36.23%
85
29
o 99 113 127 141 155 169183 197 226
- R L.
mz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83040: Pentadecane, 7-methyl- P T e T
57 10.00 10.20 10.40 10.60
3 | i m/z 41.00 32.28%
5000
85
23 g9 112 140
o Db d %2 127740 155168 183 107 211 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tetratetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.35 ng 173656 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1485 (10.822 min): BF102887.D (-1481) (-) m/z 57.00 100.00%
5000
99 "' 10/60 10.80 11.00 11.20
141
ol 183 m/z 43.00 72.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57
5000 LN BLURELE B BULLILE B

10.60 10.80 11.00 11.20
m/z 71.00 59.20%

‘ H L1 7169 211 253 295 337 393 432463 505 561591

ol b dd (25 299 211 258 295 337 303 432463 505 561591
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
T e
10.60 10.80 11.00 11.20
5000 m/z 85.00 36.57%
99 183
0 26 141 310
A B e e R RRRN BT L RaE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane R LA n e mEae et
57 10.60 10.80 11.00 11.20
m/z 41.00 30.90%
5000
99
o 26 | 17, 141 183 205 282
A B e R A s B R B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 12.74 ng 631683 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 2005 (13.880 min): BF102887.D (-2001) (-) m/z 57.00 100.00%
57
e \\_,k,_wa_ﬂA_
e e T T T T T T T T
139 13.60 13.80 14.00 14.20
3 - ," I 1 8106 %8t e M/z 55.00 87.94%
miz--> 0 50 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
5000 L BN DU U B
29 Bmmmmmmm
125 m/z 43.00 86.93%
0 ..“.“‘l“.“. I‘H‘I\H\I ....1|5?.1.8]:|....|....?0.8...|....|....|.
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83 '13.60 13.80 14.00 14.20
5000 m/z 83.00 76.50%
111
29
o 139 169 515238 993 434
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57 13.60 13.80 14.00 14.20
97 m/z 69.00 73.04%
5000
125
29
oLl 41 ‘ ¥ l | 19196204252 p97 448 N,ﬁ,,\~ﬁ,__~A~kw,,Hm_Afv_AAﬁ
miz--> 0 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 351;0 4(')0 4&1;0 13 60 13. 80 14. oo 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Tritetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .51 5.82 ng 288517 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2112 (14.510 min): BF102887.D (-2108) (-) m/z 57.00 100.00%
57
99 14:20 14.40 14.60 14.80
41 : : : :
obAldalpfoies 230 w0 /7 43.00  62.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
5000 R AR DA B B
mmmmmmmm
m/z 71.00 62.22%
o “L‘h 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 160 1%0 200 250 300 350 400 450 560 séo 660
Abundance
57
14.20 14.40 14.60 14.80
5000 m/z 85.00 40.10%
7
o 127 169 211 253 295 337 393423 463 505 561 603
m/z--> §0 160 1%0 200 250 300 350 460 450 560 séo 660
Abundance #194493: Hexacosane LA L L L N N N BN |
57 14.20 14.40 14.60 14.80
m/z 55.00 29.26%
5000
99
ol |||, 241 183 225 267 309 367
m/z--> 5'0 1(')0 1&1,0 200 250 300 350 400 4&'30 5(')0 séo GCI)O 14 20 14. 40 14 60 14. 80 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.53 ng 319232 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2223 (15.163 min): BF102887.D (-2219) (-) m/z 57.00 100.00%
g7
5000 85 | “
s 0 0 2 - 1450 15,00 1520 1540
ol bl N CCE m/z 71.00 62.04%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 UL UL UL BN B
85 14,80 15.00 15.20 15.40
m/z 43.00 58.04%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 14:80 15.00 15.20 1540
5000 m/z 85.00 45.87%
29
0 13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R B Ra e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.30%
- T M
113
oL 2Ll \ | 1 169189211 239 267 205 303 352
m/z--> 50 100 1&'30 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Oxirane, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.76 4.32 ng 211162 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 87
4 Hexadecanal 240 C16H320 000629-80-1 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 76

Abundance Scan 2325 (15.762 min): BF102887.D (-2320) (-) m/z 57.00 100.00%

7

82

5000

110, 5 R
. 137151165180195 201 245 26605, 15.40 15.60 15.80 16.00

m/z 43.00 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

96

5000

15.40 15.60 15.80 16.00
110 m/z 82.00 71.28%

0 152166180194208222236250264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 82

96 ikttt it
57 15.40 15.60 15.80 16.00

5000{ 29 m/z 55.00 48 _.29%

110
24138
0 152166180194208222236250 268

WWTWWW#WW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal R AR EEEEE T
15.40 15.60 15.80 16.00
m/z 96.00 48.16%

5000
29

124
138152166180194208222 250 Hpg

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 13 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.00 4.98 ng 243559 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2365 (15.998 min): BF102887.D (-2360) (-) m/z 57.00 100.00%
57
LRI AR SRR SN
141 15.60 15.80 16.00 16.20 16.40
ol L ll ) Loleoiso2ll 237 283 | m/z 71.00 63.91%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AL U UL SR B
15,60 15.80 16.00 16.20 16.40
113 m/z 43.00 56.81%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 1560 15.80 16.00 16,20 16.40
5000 m/z 84.95 48.27%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane L e e
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 25.83%
- i mﬂwvwwJ\wwﬂw/\A”“Ww“ﬂvwwwr
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 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:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 14 Z-5-Nonadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.09 ng 102215 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 89
2 9-Nonadecene 266 C19H38 031035-07-1 86
3 Behenic alcohol 326 C22H460 000661-19-8 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 70
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 70
Abundance Scan 2372 (16.039 min): BF102887.D (-2370) (-) m/z 57.00 100.00%
57
83
5000
3 5 1508 iy 26 %5 | 1560 1600 1620 1640
o T E— m/z 43.00 96.64%
m/z--> 50 100 150 200 250 300 350
Abundance #115907: Z-5-Nonadecene
55
5000 L B BRI B UL
mmmmmmmm
266 m/z 83.00 69.53%
0 — "‘l‘ h ‘ “ \“ \ h | 168 193210 238 |‘| —
m/z--> 50 200 250 300 350
Abundance
55
83 HRIL DAL SRS BN B
15.80 16.00 16.20 16.40
5000{ 59 m/z 55.00 69.11%
111
0 139 167 238 200
m/z--> 55 160 1éo 200 2éo 360 3%0
Abundance #166292: Behenic alcohol b RREmE EE e
83 15.80 16.00 16.20 16.40
m/z 97.00 68.16%
5000 1l
29
JL L H | |11 167 106 204 252 230 308
m/z--> 50 160 150 260 250 360 3%0 15%0 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102887.D

Aca On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample : J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 15 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.82 4.26 ng 208263 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
3 Tetradecanal 212 C14H280 000124-25-4 80
4 Octadecanal 268 C18H360 000638-66-4 72
5 Tridecanal 198 C13H260 010486-19-8 72

Abundance Scan 2505 (16.821 min): BF102887.D (-2499) (-) m/z 57.00 100.00%

43

5000

285 16.60 16.80 17.00 17.20
m/z 43.00 80.97%

138152166 180 211 235 257

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43

5000 29 LA B L L L L L L LB
16. 60 16 80 17. oo 17. 20
110 m/z 82.00 69.10%
124,40
ok, Il L 152166180194208222236250 268
Frerrpre
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 o o SR
57 16.60 16.80 17.00 17.20
5000{ g m/z 96.00 50.95%

110
24138
. 152166180194208222236250264 282

mwmmwwm’m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71299: Tetradecanal RS EmmEs o L
16.60 16.80 17.00 17.20

m/z 83.00 45_.63%

5000

110124133152168

194 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16 80 17. OO 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020918\
Data File : BF102887.D

Acq On : 9 Feb 2018 14:33

Operator : SJ/JU

Sample - J1476-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.16 12.1 ng 614553 1 6.89 1019780 20.0
2-Pentanone, 4-hy... 5.12 79.4 ng 4050790 1 6.89 1019780 20.0
unknown6 .65 6.65 51.3 ng 2615030 1 6.89 1019780 20.0
Hexadecane 9.85 2.1 ng 123548 3 9.92 1183610 20.0
Heptadecane 10.35 2.5 ng 147820 3 9.92 1183610 20.0
Tetratetracontane 10.82 3.4 ng 173656 4 11.41 1035320 20.0
1-Docosene 13.88 12.7 ng 631683 5 14.05 991438 20.0
Tritetracontane 14.51 5.8 ng 288517 5 14.05 991438 20.0
Heptacosane 15.16 6.5 ng 319232 6 15.54 978056 20.0
Oxirane, heptadecyl- 15.76 4.3 ng 211162 6 15.54 978056 20.0
2-methyloctacosane 16.00 5.0 ng 243559 6 15.54 978056 20.0
Z-5-Nonadecene 16.04 2.1 ng 102215 6 15.54 978056 20.0
Oxirane, hexadecyl- 16.82 4.3 ng 208263 6 15.54 978056 20.0
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