LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 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 4.934 480 484 497 rVB 221816 369327 8.23% 0.972%
2 5.339 546 553 556 rBY 3714797 4453610 99.26% 11.724%
3 6.369 721 728 731 rBVY 3696798 4486711 100.00% 11.812%
4 6.492 744 749 752 rBVY 4289135 4468203 99.59% 11.763%
5 6.716 784 787 791 rBVY 1212004 984624 21.95% 2.592%
6 6.875 809 814 817 rBVY 3599162 3467289 77.28% 9.128%
7 7.286 878 884 887 rBY 2575130 2967759 66.15% 7.813%
8 7.469 911 915 922 rVB 72001 63300 1.41% 0.167%
9 7.998 1001 1005 1009 rBVY 1466106 1289931 28.75% 3.396%
10 9.080 1183 1189 1192 rBV 4617677 4363974 97.26% 11.488%
11 9.157 1198 1202 1204 rBV 82900 71379 1.59% 0.188%

12 9.469 1251 1255 1258 rBV 426264 408635 9.11% 1.076%
13 9.686 1289 1292 1296 rVB 233660 173749 3.87% 0.457%
14 9.751 1296 1303 1307 rBV 1359901 1357658 30.26% 3.574%
15 10.004 1344 1346 1350 rBV3 50321 55962 1.25% 0.147%

16 10.186 1374 1377 1379 rVB 269360 187797 4._.19% 0.494%
17 10.545 1433 1438 1441 rBV 2296640 2182235 48.64% 5.745%
18 10.657 1454 1457 1464 rBV 227043 241176 5.38% 0.635%
19 11.104 1531 1533 1536 rBV2 71360 65444 1.46% 0.172%
20 11.239 1552 1556 1558 rBV 1120453 994191 22.16% 2.617%

21 11.257 1558 1559 1564 rVB 209990 180600 4_.03% 0.475%
22 12.445 1759 1761 1765 rVB 132738 119019 2.65% 0.313%
23 12.645 1793 1795 1798 rVB 232976 174236 3.88% 0.459%
24 12.674 1798 1800 1803 rVB 183258 139591 3.11% 0.367%
25 12.827 1821 1826 1829 rBV 2729969 2566984 57.21% 6.758%

26 13.351 1913 1915 1919 rVB 164383 137637 3.07% 0.362%
27 13.721 1975 1978 1982 rBV 510358 499227 11.13% 1.314%

28 13.874 2001 2004 2007 rVB 843881 739608 16.48% 1.947%
29 15.304 2243 2247 2260 rVB 524386 776036 17.30% 2.043%

Sum of corrected areas: 37985892
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF011918\
BF102245.D
20 Jan 2018

J1113-07

21

TIC Library :

- SJ/JU

4:12

Sample Multiplier: 1

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

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 7.50 ng 369327 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 64
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 32
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 483 (4.928 min): BF102245.D (-480) (-) m/z 43.00 100.00%
a3
59
5000
1 250 B0 500 520
o...,....,....,....-,'::..‘??.':!i....,....,Ef?..,...=,|....,....,....,....,...., m/z 59.00 56.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 DSBS SRR SRR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 18.98%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 5.00 520
5000 m/z 58.10 14 .43%
29 101
o 2 7383
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 e
50 4.60 4.80 5.00 5.20
m/z 41.00 8.46%
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 : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 90.76 ng 4468200 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.492 min): BF102245.D (-744) (-) m/z 132.00 100.00%
5000 68
| 6 620 640 6.60 6.80
54 75 104 . . .
0 ..,....,....,...:,“.'.‘.‘7,:! .6?:.'.| SN -1 S N . S [ N m/z 68.10 40.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 S RS RS LRSS AR
6.20 6.40 6.60 6.80
104 m/z 134.00 32.71%
oL 14 27 37 4451 58 % 71 8597 | 115 |
vz b B0 B b G T m % 14 10 1% 130 1
Abundance
132
117 620 640 6.60 6.80
5000 m/z 66.00 25.94%
39 91
51 65
o 27 58 Tes 91 | 105
wmmmwmﬁmfmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e b
132 6.20 6.40 6.60 6.80
m/z 69.10 16.92%
5000
6 104
39 51 7 90 117
0"P'”I”'W'””H'”“h"l”ﬂ'”H"”W”'W”“'P'ml”'WH”"' RSN R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Pentadecane Concentration Rank 8

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

9.69 2.56 ng 173749 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane 184 C13H28 000629-50-5 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 1293 (9.692 min): BF102245.D (-1289) (-) m/z 57.05 100.00%
g7

43
71
5000 85

99 9.40 9. 60 9. 80 10 00
113 127140 155 177 192 207
o...“..4n”J,mt.m..w..m,w”.......” ek N m/z 43.10 74.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 85 DR SRS SR
9.40 9.60 9.80 10.00

29 m/z 71.05 55.68%

99
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57

940 9.60 9.80 10.00

5000 n m/z 85.10 40.61%
85
29
0 99 113 127 141 155 169 183 197 226
SRRMSN S R R RS S i el SR LR LA S
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57 940 960 9.80 1000
43 - m/z 41.00 30.06%
5000 85
29
s DL S w1
Y NN S Y NG AN NN
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.77 ng 187797 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 72
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 64
Abundance Scan 1378 (10.192 min): BF102245.D (-1374) (-) m/z 57.00 100.00%
57
43
71
5000
135 203 9.80 10.00 10.20 10.40 10.60
) SN | 148162 183 | 203215226 m/z 43.10 72.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43
71
5000 85 R R DR
9. 80 10. oo 10 20 10 40 10. 60
29 m/z 71.05 59.96%
99
oLt L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
71 9.80 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 46 .87%
99 140
o 113127 154166 182195 226
m/z--> 25 Jo éo éo 160 120 140 1é0 1éo 260 250
Abundance #83040: Pentadecane, 7-methyl- T T
57 9.80 10.00 10.20 10.40 10.60
43 71 m/z 41.10 29.26%
5000
29 85
112
0 | L L ‘w 9 717 127140 155 168 183 197 211 226
m/z--> 25 Jo éo éo 160 150 150 1é0 1éo 260 250 980 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Sulfurous acid, 2-propyl te... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 4.85 ng 241176 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 64
Abundance Scan 1458 (10.663 min): BF102245.D (-1454) (-) m/z 57.10 100.00%
43
5000
P13 1y 17 1 2 1040 1060 1080 1100
Ot m/z 43.10 65 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
57
71
5000 85 L LN UL UM IR
10,40 10.60 10.80 11.00
m/z 71.10 64 .26%
0 29 L “ ‘ ?\ 113127141155168 197 231 261
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 UL AR NN SUNURE BV
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 41.36%
29
oL 15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane I o
43 57 10.40 10.60 10.80 11.00
m/z 41.00 31.18%
71
5000
85
29
oL 15 Lo L %9113127141155 184
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.35 3.72 ng 137637 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 78
2 (n-Butvlthio)acetonitrile 129 C6H11NS 071037-08-6 47

3 1l-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
4 Docosanoic acid 340 C22H4402 000112-85-6 25
5 1-Undecene, 10-methyl- 168 Cl1l2H24 022370-55-4 25
Abundance Scan 1915 (13.351 min): BF102245.D (-1913) (-) m/z 56.10 100.00%
56 q
5000
129 285 L i e B R
97 267
3 4 185 907554241 340 13.00 13.20 13.40 13.60
o, | 50167 224 308 m/z 57.10 58.04%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 340 13.00 13.20 13.40 13.60
83 129 185 267 m/z 43.10 51.72%
101 241
M ™ PP O
m/z--> 50 100 150 200 250 300
Abundance
56
13.00 13.20 13.40 13.60
5000 m/z 41.10 35.76%
27
129
86
O T T T
m/z--> 50 100 150 200 250 300
Abundance #6715: 1-Hexene, 2,5-dimethy!- T
56 13.00 13.20 13.40 13.60
m/z 55.00 32.72%
o WJ\/\J\/\/RJL\
3 112
S
m/z--> 50 100 150 200 250 300 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 : BF102245.D

Aca On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample : J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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-Heneicosanol Concentration Rank 3

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

13.72 13.50 ng 499227 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol- 354 C24H500 000506-51-4 93
4 1-Docosene 308 C22H44 001599-67-3 91

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1978 (13.721 min): BF102245.D (-1975) (-) m/z 57.10 100.00%
57 g3
5000 111
{ % 230 540 1360 1380 1400
3 139 167 200 ' : : :
I LA e o |248 271289 319339 | /o E5 10  87.87%
m/z--> 50 150 250 300 350
Abundance #155046: 1- Hene|cosanol
55 83
5000 111 L B
13.40 13.60 13.80 14.00
m/z 43.10 87.11%
29 139
oL d g 5 167 106 233 266 204
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 IR I I B
13.40 13.60 13.80 14.00
5000 m/z 83.10 83.99%
29 125
0 79 154 196 224 251269 320
T e e T o B e B
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 e A RERREEESE L
8 13.40 13.60 13.80 14.00
m/z 97.10 77.66%
29 139
o U0 b L7267 195 222 250 280 308 336
T e e e o I e R R B o S
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102245.D

Acq On : 20 Jan 2018 4:12

Operator : SJ/JU

Sample - J1113-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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]
2-Pentanone, 4-hy... 4.93 7.5 ng 369327 1 6.72 984624 20.0
unknown6 .49 6.49 90.8 ng 4468200 1 6.72 984624 20.0
Pentadecane 9.69 2.6 ng 173749 3 9.75 1357660 20.0
Tetradecane 10.19 2.8 ng 187797 3 9.75 1357660 20.0
Sulfurous acid, 2... 10.66 4.8 ng 241176 4 11.24 994191 20.0
Octadecanoic acid... 13.35 3.7 ng 137637 5 13.87 739608 20.0
1-Heneicosanol 13.72 13.5 ng 499227 5 13.87 739608 20.0
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