LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 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-BF052316.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 4.696 270 272 292 rBV 89460 363975 9.41% 1.094%
2 5.347 327 329 357 rBVY 1349617 3103735 80.22% 9.332%
3 7.016 472 475 480 rBV 1540552 2943469 76.08% 8.850%
4 7.096 480 482 502 rVB 1796369 3869023 100.00% 11.633%
5 7.450 511 513 528 rVB 437195 896744 23.18% 2.696%
6 7.679 531 533 545 rVV 1539852 2475803 63.99% 7.444%
7 8.365 591 593 621 rBVY 1233403 2183051 56.42% 6.564%
8 9.473 689 690 705 rBV 455984 1134151 29.31% 3.410%
9 11.245 842 845 857 rBY 2511094 3443679 89.01% 10.354%
10 11.953 905 907 915 rBV 154119 319602 8.26% 0.961%
11 12.125 920 922 927 rVB2 20325 41150 1.06% 0.124%
12 12.296 935 937 942 rBV 808665 1114096 28.80% 3.350%
13 13.131 1007 1010 1012 rBvV 56453 68380 1.77% 0.206%
14 13.485 1035 1041 1046 rBvV2 25020 63983 1.65% 0.192%

15 13.599 1048 1051 1063 rBV 894010 1833822 47.40% 5.514%

16 13.897 1075 1077 1081 rBV 64784 132825 3.43% 0.399%
17 14.628 1138 1141 1143 rVB2 58232 78224 2.02% 0.235%
18 14.708 1146 1148 1151 rBV 593403 859174 22.21% 2.583%
19 14.765 1151 1153 1161 rVB 113585 285708 7.38% 0.859%

20 14.891 1162 1164 1166 rBV 21659 40079 1.04% 0.121%
21 15.302 1198 1200 1204 rVB2 30750 54894 1.42% 0.165%
22 15.542 1218 1221 1223 rBV 33772 51394 1.33% 0.155%
23 15.588 1223 1225 1230 rVB 30556 48891 1.26% 0.147%

24 15.691 1231 1234 1237 rBV2 71068 149909 3.87% 0.451%
25 16.537 1306 1308 1316 rBV 236133 445758 11.52% 1.340%

26 16.834 1332 1334 1338 rBV 246139 448316 11.59% 1.348%
27 16.903 1338 1340 1343 rVB 345206 398796 10.31% 1.199%

28 16.971 1343 1346 1347 rBV 49461 71184 1.84% 0.214%
29 17.005 1347 1349 1351 rBV 58346 70759 1.83% 0.213%
30 17.063 1351 1354 1360 rVB 1704524 2358098 60.95% 7.090%
31 17.177 1362 1364 1367 rBV2 23004 47685 1.23% 0.143%
32 17.325 1376 1377 1380 rVB 31784 43084 1.11% 0.130%
33 17.577 1396 1399 1400 rBV2 27470 56585 1.46% 0.170%

34 17.725 1409 1412 1414 rBV 181318 233153 6.03% 0.701%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.828 1419 1421 1423 rBV 219746 248093 6.41% 0.746%

36 17.885 1424 1426 1428 rBV 59040 57611 1.49% 0.173%
37 18.148 1447 1449 1452 rVB3 31421 42020 1.09% 0.126%
38 18.308 1461 1463 1471 rBV3 80605 186038 4.81% 0.559%
39 18.423 1471 1473 1481 rBV 533597 1191643 30.80% 3.583%
40 18.708 1496 1498 1502 rBVY 76704 112837 2.92% 0.339%

41 19.086 1529 1531 1533 rBV2 66504 111313 2.88% 0.335%
42 19.428 1559 1561 1563 rBV2 106161 172063 4._.45% 0.517%
43 19.726 1585 1587 1589 rBV 116793 197446 5.10% 0.594%
44 19.817 1593 1595 1597 rVB 120791 146403 3.78% 0.440%
45 20.080 1616 1618 1619 rBVY 114246 159908 4._.13% 0.481%

46 20.114 1619 1621 1623 rBVY 296132 415377 10.74% 1.249%
47 20.594 1661 1663 1667 rVB2 167796 272173 7.03% 0.818%
48 20.926 1690 1692 1696 rVB2 127836 217331 5.62% 0.653%

Sum of corrected areas: 33259435
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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\BF053116\

BF087607 .D

1 Jun 2016 6:02

UM/SsJ

H3323-02

22 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BF087607.D

5.35

4.70

7.10
7.0p

7.68

7.45

8.36

Ot
Time-->

2.00

T T
6.00 6.50

T
2.50

T T
3.00 3.50

I
4.00 4.50

I
5.00 5.50

7.00

T
7.50

T
8.00

T
8.50

T
9.00

Abundance

2500000
2000000
1500000

1000000

500000

9.47

TIC: BF087607.D
1124

13.60
12.30

11.95

M2.1 1313 13

Time-->

ob—4
9.50

13.50 14.00

12.50  13.00

11.50 12.00

10.00

10.50  11.00

14.50

15.00

15.50

16.00

16.50

Abundance
2500000

2000000

1500000

1000000

500000 16.8(

TIC: BF087607.D

17.06

Time-->

o)
17.00

21.00 21.50

20.00  20.50

19.00  19.50

17.50

18.00  18.50

22.00

22.50

23.00

23.50

24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 6

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

4.70 8.12 ng 363975 1,4-Dichlorobenzene-d4 7.45
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 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butanoic acid, 4-amino-3-hydroxy... 119 C4H9NO3 000924-49-2 9

Abundance Scan 272 (4.696 min): BFO87607.D (-270) (-) m/z 43.10 100.00%
43
5000 59 t
101
4.40 4.60 4.80 5.00
Ok Bl 8l "m/z B59.10 49.08%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A L L AR
59 440 460 480 5.00
m/z 58.00 13.20%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 57 m/z 101.10 12.94%
29
101 f\\\j
37 50 78
S U SR IS SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43 4.40 4.60 4.80 5.00
m/z 41.10 9.52%
5000
101
o 15 253137 | s 8 g 86 "
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.90 3.09 ng 132825 Phenanthrene-d10 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Heptadecane 240 C17H36 000629-78-7 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80

Abundance Scan 1077 (13.897 min): BF087607.D (-1075) (-) m/z 57.10 100.00%

43 57
1 j\M\J\\/\J\/\J\
5000

9 121 141 192 13.60 13.80 14.00 14.20

0! m/z 43.10 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
71
5000 85 llllllllllllllllll
13. 60 13. 80 14. OO 14 20
99 m/z 71.10 52.39%
29 ‘ 113 127 141
0 | L T 155169183197211225 254
A A o A R LA N RR AR RRR S BE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
AL e S
71 13.60 13.80 14.00 14.20
5000 m/z 41.05 47 .28%
85
29
o 99 113127141 155169 183 226
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane R EEEmaEE S S
43 57 13.60 13.80 14.00 14.20

m/z 85.10 33.07%

5000

o
~
iy
©
a1

29
15 ‘\ ‘ L | ‘ 9? 113127141155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 5-Bromo-2-thiophenecarboxal... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.49 ng 149909 Phenanthrene-d10 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-2-thiophenecarboxaldehvde 190 C5H3Bro0S 004701-17-1 53
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 38
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 38
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 30
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 30
Abundance Scan 1234 (15.691 min): BF087607.D (-1231) (-) m/z 189.10 100.00%
1
5000
209 224 15.40 15.60 15.80 16.00
o} m/z 190.10 95.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53263: 5-Bromo-2-thiophenecarboxaldehyde
191
5000 T -/g\----u----u- -t
15.40 15.60 15.80 16.00
39 5 82 m/z 192.05 86.10%
ol 26 || | 69 W 10417 138 1% L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
' 15.40 15.60 15.80 16.00
5000 m/z 191.10 65.00%
95
. 27 43 63 g 111122 137 150 16347
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 /f
Abundance #54735: Anthracene, 2-methyl- SN I SV AV AVA
192 15.40 15.60 15.80 16.00
m/z 149.00 33.88%
5000
83 96 \
oLz s e B P pspumse e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00

8270-BF052316.M Wed Jun 01 18:01:52 2016

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.90 6.69 ng 398796 Chrysene-di12 18.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 43
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 38
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 1340 (16.903 min): BF087607.D (-1338) (-) m/z 56.10 100.00%
56
5000
73 257
129 239 NN AR AR
3 157 185 213 16.60 16.80 17.00 17.20
Obrreprrreiler I “| --h-..-.“.??f’..'..,....,..-..,....,...'.i....i....'l rrrrrts- | m/z 57.10 59.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 URR UL UL UM B
16.60 16.80 17.00 17.20
29 257 m/z 43.10 54 .88Y%
239
0 1l h H \M ]I\(\)l Al 157 185 213 283 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
16.60 16.80 17.00 17.20
5000 m/z 41.10 53.56%
4 239
257
& 129
ol 18 98113 157 185 213 282 312
R R R R R L L A LA LA LA LR AN LAY LAY LA AR
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 R  ERmmaT B
56 16.60 16.80 17.00 17.20
m/z 55.10 39.69%
5000
29 73
o ‘ I i ﬂ‘ ik 157 157 15 213 29 2‘737 281 312
m/z--> 25 40 60 80 100 150 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 9

R.T. EstConc Area Relative to ISTD R.T.
17.83 4.16 ng 248093 Chrysene-di12 18.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 60
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 38
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 2-Methyl-n-1-tridecene 196 C14H28 018094-01-4 35

Abundance Scan 1421 (17.828 min): BF087607.D (-1419) (-) m/z 56.10 100.00%
56
5000 )
73
129 285 R BN SN U B
267 17.60 17.80 18.00 18.20
3 241
o MM bl o, |. w188 .2?2.2?0. 30 h77757.10  67.07%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 L B B SURBLLS U
285 340 1760 17.80 18.00 18,20
9 185 267 m/z 43.10 57.16%
97 241
ol— |3\| I \M\U‘ .N‘. hll | ‘ |‘1|53| . .‘. |2|13| " .‘ ‘ ‘. ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
" 17.60 17.80 18.00 18.20
5000 m/z 41.10 51.82%
29 267285
83
o 1'% o 185 515 2m 310 340
m/z--> o 'éol ' "160' B '150' ' "260' B '250' B '300" B
Abundance #58318: Cyclobutane, 1,1-dimethyl-2-octyl- T
56 17.60 17.80 18.00 18.20
m/z 55.10 41 .98%
. m‘xh } 8 111 140 168 196
m/z--> m @ 150 2& @ %o ' ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecane, l1-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.31 3.12 ng 186038 Chrysene-di12 18.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 93
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
3 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 87
4 Tritetracontane 605 C43H88 007098-21-7 86
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
Abundance Scan 1463 (18.308 min): BF087607.D (-1461) (-) m/z 57.10 100.00%
57
5000 85

18.00 18.20 18.40 18.60
m/z 43.10 79.08%

11157 149 167182 206 230245 265281
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Ot ety

Abundance #110907: Hexadecane, 1-chloro-
57
5000 4 TT LIS L L N BN |
o1 18. 00 18 20 18. 40 18.60
m/z 71.10 49 .38%
0l-2 2 11 133 161 188203 224 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R e R RR B
18.00 18.20 18.40 18.60
5000 m/z 55.10 44 .24%
85
41
ol.26 11127 155 183 210 239 273201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecyl ester R EaEE e R
57 18.00 18.20 18.40 18.60
m/z 85.10 39.50%
5000
85
111
0l.28 DLl LM 1915 155 204 28 o7
e e e e e e R e R RR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1800 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.43 8.28 ng 172063 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
3 Octanamide 143 C8H17NO 000629-01-6 53
4 Nonanamide 157 C9H19NO 001120-07-6 53
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 43

Abundance Scan 1561 (19.428 min): BF087607.D (-1559) (-) m/z 59.00 100.00%

9

5000

19.20 19.40 19.60 19.80

100 12614,

173 195 219 244 280297 317

0 m/z 72.10 58.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 ﬁ\ﬁ|---------------
19.20 19.40 19.60 19.80
m/z 55.10 56.18%
o8 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
I R S RAREREE
19.20 19.40 19.60 19.80
5000 m/z 41.10 42.70%
114
43
o 15 86 142 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20317: Octanamide R B A B
59 19.20 19.40 19.60 19.80
m/z 43.10 38.91%
5000
43
86
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.82 7.05 ng 146403 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tricosane 324 C23H48 000638-67-5 81
5 Hexatriacontane 507 C36H74 000630-06-8 74
Abundance Scan 1595 (19.817 min): BF087607.D (-1593) (-) m/z 57.10 100.00%
[ ‘JLM/\AV\//\*/\V/
5000 85
268 "' 10.60 19.80 20.00 20.20
141
- ,J. L .11 Y 109 190 2250451 290310332367 385 | "m/z 43.10  66.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57
5000 LRI I S SULL B
a5 19 60 19. 80 20. oo 20. 20
29 m/z 71.10 51.79%
ol k || J 113 141 169 197 226
m/z--> §o 160 150 200 2%0 300 350 460
Abundance
57
"' 10.60 19.80 20.00 20.20
5000 85 m/z 85.10 37.86%
) 29 113 111 169 197 205 254 vwﬂAx,wv4vﬂ,Ah«qﬂjn\jtgﬁv
mz-> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane R A BERRE RS
57 19.60 19.80 20.00 20.20
m/z 41.10 24 .73%
5000 85
29
m/z--> % 1& 1% 2& 250 3m 3m 4& mmmmmmmw

8270-BF052316.M Wed Jun 01 18:01:57 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.59 13.10 ng 272173 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 78
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 38
3 7-Hvdroxv-2.5.8-auinoline trione 191 C9H5N04 015544-54-4 35
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
Abundance Scan 1663 (20.594 min): BF087607.D (-1661) (-) m/z 191.20 100.00%
191
81
5000 100
55
s 1) o sy | | 200 2o Toan 0 2
308 338360 : : : :
o 86 28 "m/z 81.10 54.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211535: 28-Nor-17.beta.(H)-hopane
191
5000 NSRS SR B
109 20.20 20.40 20.60 20.80 21.00
135 398 m/z 177.15  45.18%
LA e
Ol||I||||I“;“l“l‘l‘k|‘|H‘|=Iml|||‘|l|||||||||‘|||“|‘|||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
20.20 20.40 20.60 20.80 21.00
5000! 28 m/z 95.10 44 _16%
135 163
69 95
e L L L L W B UL S SR W
m/z--> 50 100 150 200 250 300 350 400
Abundance #54013: 7-Hydroxy-2,5,8-quinoline trione IR e e e o
191 20.20 20.40 20.60 20.80 21.00
m/z 109.10 32.90%
5000 135
52 79 107 163
0 j"'hl""'\'l U AL DR UL SR U NSRRI SR B
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053116\
Data File : BF087607.D

Aca On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample = H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.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 unknownl10.46 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.93 10.46 ng 217331 Perylene-di12 20.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 38
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 37
4 Benzoic acid. 4-T3-(3.4-dimethox... 397 C23H27N0O5 1000317-25-8 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1692 (20.926 min): BF087607.D (-1690) (-) m/z 191.15 100.00%

5000

20.60 20.80 21.00 21.20
m/z 81.10 52.22%

397

210 245 284 314 36

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191
95
5000 43 LA L L L L LB LB |
67 20.60 20.80 21.00 21.20
135 m/z 95.10 49 .65%
oLl Ll 15 | 163, | 211 23 264 303303 360
T T T e e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
B
20.60 20.80 21.00 21.20
5000 43 m/z 69.10 43.19%
123
95 149
69
ol Ul g o L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone A BEmma B R
191 20.60 20.80 21.00 21.20
m/z 67.10 31.01%
50001 28
135 163
| % Tl
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053116\
Data File : BF087607.D

Acq On > 1 Jun 2016 6:02

Operator : UM/SJ

Sample - H3323-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.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... 4.70 8.1 ng 363975 1 7.45 896744 20.0
Octadecane 13.90 3.1 ng 132825 4 14.71 859174 20.0
5-Bromo-2-thiophe... 15.69 3.5 ng 149909 4 14.71 859174 20.0
Hexadecanoic acid... 16.90 6.7 ng 398796 5 18.42 1191640 20.0
Octadecanoic acid... 17.83 4.2 ng 248093 5 18.42 1191640 20.0
Hexadecane, 1-chl... 18.31 3.1 ng 186038 5 18.42 1191640 20.0
9-Octadecenamide, ... 19.43 8.3 ng 172063 6 20.11 415377 20.0
Hexadecane 19.82 7.0 ng 146403 6 20.11 415377 20.0
28-Nor-17 .beta.(H... 20.59 13.1 ng 272173 6 20.11 415377 20.0
unknown10.46 20.93 10.5 ng 217331 6 20.11 415377 20.0
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