LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46 Instrument :
Operator : SJ/JU (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i J1113-03 SB&Z&&4%DUP
ALS Vial : 20 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-BF010918.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 4.922 476 482 494 rVB 168346 245969 7.68% 0.843%
2 5.334 546 552 555 rBY 2854680 3091406 96.53% 10.592%
3 6.357 721 726 731 rBV 2722633 3136449 97.94% 10.746%
4 6.487 744 748 752 rBVY 3188848 3148846 98.33% 10.788%
5 6.716 784 787 791 rBV 1077117 853451 26.65% 2.924%
6 6.875 809 814 817 rBVY 2746835 2417867 75.50% 8.284%
7 7.287 878 884 887 rBVY 2027348 1992833 62.23% 6.828%
8 7.375 894 899 905 rBV 39970 49859 1.56% 0.171%
9 7.998 1001 1005 1009 rBV 1353621 1134032 35.41% 3.885%
10 9.075 1183 1188 1192 rBV 3250939 3202384 100.00% 10.972%
11 9.469 1252 1255 1258 rBV 397320 309315 9.66% 1.060%
12 9.686 1288 1292 1295 rBV 76695 62150 1.94% 0.213%
13 9.751 1299 1303 1307 rVB 1434640 1184192 36.98% 4_.057%
14 10.180 1374 1376 1380 rVB 106865 96842 3.02% 0.332%
15 10.404 1408 1414 1416 rBvV 32603 44171 1.38% 0.151%

16 10.539 1433 1437 1441 rBV 1908535 1849511 57.75% 6.337%
17 10.657 1454 1457 1465 rBV 115230 116038 3.62% 0.398%
18 11.104 1530 1533 1536 rBvV 72130 59813 1.87% 0.205%
19 11.233 1551 1555 1559 rBV 1240290 1069037 33.38% 3.663%
20 12.645 1791 1795 1798 rBV 265080 211351 6.60% 0.724%

21 12.722 1805 1808 1812 rVB 39954 32137 1.00% 0.110%
22 12.821 1821 1825 1828 rBV 2534762 2221860 69.38% 7.612%
23 13.351 1911 1915 1917 rBV 173482 147840 4.62% 0.507%
24 13.716 1973 1977 1988 rBV 405154 426108 13.31% 1.460%
25 13.868 1999 2003 2007 rBV 894060 764048 23.86% 2.618%

26 14.039 2029 2032 2039 rVB 36238 36651 1.14% 0.126%
27 14.345 2080 2084 2089 rBV 48090 56229 1.76% 0.193%
28 14.639 2131 2134 2139 rVB 36637 32968 1.03% 0.113%
29 14.710 2142 2146 2151 rVB 53867 51501 1.61% 0.176%
30 14.957 2185 2188 2196 rBV 34953 48533 1.52% 0.166%
31 15.292 2239 2245 2248 rBV 675632 788341 24.62% 2.701%
32 15.727 2315 2319 2323 rBV 35476 51046 1.59% 0.175%
33 15.774 2323 2327 2333 rVV2 47841 76977 2.40% 0.264%
34 16.198 2395 2399 2405 rBV3 31155 45814 1.43% 0.157%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46

Operator : SJ/JU

3?22'6 i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial =: 20 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.751 2489 2493 2500 rVB4 22989 50959 1.59% 0.175%
36 17.209 2566 2571 2576 rVB9 21763 38894 1.21% 0.133%
37 18.180 2730 2736 2742 rBVS 13564 41763 1.30% 0.143%

Sum of corrected areas: 29187185
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

BF102244.D
20 Jan 2018
SJ/JU
J1113-03

20

LSC Report - Integrated Chromatogram

3:46

Z:\HPCHEMI\BNA F\DATA\BF011918\

SB-12-3.5-4.0-DUP

Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.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:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46

Operator : SJ/JU

ﬁ?ggle i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 5.76 ng 245969 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 482 (4.922 min): BF102244.D (-476) (-) m/z 43.00 100.00%
a3
59
5000
T 50 450 500 520
0...,....,....,....',':...‘?.1.'!Ii....,....,E??..,...:,|....,....,....,....,...., m/z 59.00 56.89%
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 I
59 460 480 500 520
m/z 101.00 20.09%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 4.80 500 520
5000 m/z 58.00 16.21%
29 101
o 15 73 83
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 B L
50 4.60 4.80 5.00 5.20
m/z 41.10 9.18%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102244.D

Aca On : 20 Jan 2018 3:46

Operator : SJ/JU

Sample : J1113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

SB-12-3.5-4.0-DUP

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 unknown6.49 Concentration Rank 1

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

6.49 73.79 ng 3148850 1,4-Dichlorobenzene-d4 6.72
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102244.D (-744) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80
54 75 104 - - -
B . = A -1 A o = LT N m/z 68.05 35.98%
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 .
5000 ISR AR R LR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.72%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 21.72%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132 6.20 6.40 6.60 6.80
m/z 69.10 13.98%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102244.D

Aca On : 20 Jan 2018 3:46

Operator : SJ/JU

Sample : J1113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.66 2.17 ng 116038 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Docosane 310 C22H46 000629-97-0 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 1458 (10.663 min): BF102244.D (-1454) (-) m/z 57.05 100.00%
57
5000 85
1 1 1040 10.60 10.80 11.00
b b bl g o e m/z 43.05 74.07%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 LN UL BN SULRLE I
85 1040 10,60 10.80 11.00
29 m/z 71.05 64.03%
0 \‘ \‘\‘ ‘\ \‘\ ih \‘ 1]\-3 141 169 212
m/z--> 55 160 1%0 200 2%0 300 3%0 '
Abundance
57
1040 10.60 10.80 11.00
5000 m/z 85.05 39.55%
85
0 29 113 141 169 197 205 253 281 323 351 380
RIS UL UL SR UL UL UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e A A
57 mmmmmmnm
m/z 41.05 29.32%
5000 85
o ?F )| (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1040 1060 1080 1foo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46

Operator : SJ/JU

ﬁ?ggle i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 5.53 ng 211351 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 94
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
Abundance Scan 1796 (12.651 min): BF102244.D (-1791) (-) m/z 56.00 100.00%
56
5000 257
73 129 239 e M A
3 i o 185 213 312 12.40 12.60 12.80 13.00
Ob el dih m/z 57.00 58.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 12.40 12.60 12.80 13.00
m/z 41.05 44 . 75%
o \‘ L, ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
12.40 12.60 12.80 13.00
5000 m/z 43.10 39.40%
2 & 257
o 101 19 o g5 213 239 283 312
R R R A R A R KRN LA LA AN LA RAAAN LARSE EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester T T TR
57 12.40 12.60 12.80 13.00
m/z 257.20 38.19%
5000 4
239 957
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12'40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46

Operator : SJ/JU

ﬁ?ggle i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.35 3.87 ng 147840 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Butvl mvristate 284 C18H3602 000110-36-1 72
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 35
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 32

Abundance Scan 1915 (13.351 min): BF102244.D (-1911) (-) m/z 56.00 100.00%
96
5000

13.00 13.20 13.40 13.60

0 m/z 57.05 62.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285
340 13.00 13.20 13.40 13.60
29 267 m/z 43.05 42 .61%
241
ool H‘ s 2L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.05 36.59%
229
73
101 s 284
o 39 157 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #18264: Urea, N,N'-di-2-propeny!-
56 13.00 13.20 13.40 13.60
m/z 55.05 35.34%
5000
30
0 1‘ ‘ il ?\5 111 140
Attt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\

Data File : BF102244.D

Aca On - 20 Jan 2018 3:46

Operator : SJ/JU

ﬁ?ggle i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 11.15 ng 426108 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Octadecene 252 C18H36 000112-88-9 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94

Abundance Scan 1978 (13.721 min): BF102244.D (-1973) (-) m/z 57.05 100.00%

57
83
5000 4

139 13.40 13.60 13.80 14.00
167 208 230 281
0f m/z 43.05 82.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.40 13.60 13.80 14.00
m/z 55.05 78.81%

“ “ 167182 210 238 264280 308
RN RRRR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

13.40 13.60 13.80 14.00
5000 111 m/z 83.05 T4 _.22%

o

29
139 167182 210 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104182: 1-Octadecene e

43 13.40 13.60 13.80 14.00

m/z 97.05 70.83%
5000
2 126
o | | 154 182 ppg224 252
ARRRARZEAT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00

8270-BF010918.M Mon Jan 22 14:57:17 2018 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\

Data File : BF102244.D

Acq On : 20 Jan 2018 3:46

Operator : SJ/JU

3?22'6 i J1113-03 SB-12-3.5-4.0-DUP
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.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]
2-Pentanone, 4-hy... 4.92 5.8 ng 245969 1 6.72 853451 20.0
unknown6 .49 6.49 73.8 ng 3148850 1 6.72 853451 20.0
Pentadecane 10.66 2.2 ng 116038 4 11.23 1069040 20.0
Hexadecanoic acid... 12.65 5.5 ng 211351 5 13.87 764048 20.0
Octadecanoic acid... 13.35 3.9 ng 147840 5 13.87 764048 20.0
Behenic alcohol 13.72 11.2 ng 426108 5 13.87 764048 20.0
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