LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

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-BF103015.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 3.881 154 157 161 rVB 274140 413228 5.99% 0.718%
2 5.082 258 262 270 rBVY 2153451 3185246 46.20% 5.532%
3 5.493 295 298 301 rBVY 4496332 6566873 95.24% 11.405%
4 6.522 384 388 390 rBVY 6271682 6894935 100.00% 11.974%
5 6.659 397 400 402 rBVY 6846318 6842921 99.25% 11.884%
6 6.887 418 420 422 rBV 1560927 1261306 18.29% 2.191%
7 7.047 431 434 436 rVB 5582341 4906463 71.16% 8.521%
8 7.447 466 469 471 rBV 3442552 3753744 54.44% 6.519%
9 8.179 530 533 535 rBVY 1247733 1483269 21.51% 2.576%
10 9.253 624 627 630 rBY 5660463 5707005 82.77% 9.911%

11 9.642 659 661 663 rBvV 788424 957325 13.88% 1.663%
12 9.928 684 686 689 rBV 1465831 1510316 21.90% 2.623%
13 10.716 752 755 758 rBV 4029739 4000085 58.01% 6.947%
14 11.414 814 816 819 rVB 1682026 1419336 20.59% 2.465%
15 11.951 861 863 865 rBvV 148086 142048 2.06% 0.247%

16 12.122 875 878 881 rBv2 82036 94128 1.37% 0.163%
17 12.739 929 932 936 rBV2 50625 76044 1.10% 0.132%
18 13.002 953 955 958 rBV 3934311 4294779 62.29% 7.459%
19 13.802 1023 1025 1026 rBV 83482 94792 1.37% 0.165%

20 13.894 1029 1033 1034 rBV2 100183 116423 1.69% 0.202%

21 13.974 1038 1040 1042 rBV2 75158 102799 1.49% 0.179%
22 14.054 1045 1047 1049 rBV 1332606 1208513 17.53% 2.099%
23 14.545 1088 1090 1093 rBV 131139 179906 2.61% 0.312%
24 14.591 1093 1094 1097 rVB3 53926 69286 1.00% 0.120%
25 14.991 1127 1129 1132 rVB 90180 95112 1.38% 0.165%

26 15.185 1143 1146 1151 rBV 171345 249784 3.62% 0.434%
27 15.505 1171 1174 1176 rBV 686385 969019 14.05% 1.683%
28 15.757 1193 1196 1199 rVB 123477 159446 2.31% 0.277%
29 15.997 1213 1217 1219 rBV 67687 126023 1.83% 0.219%
30 16.248 1234 1239 1243 rVB3 29427 76850 1.11% 0.133%

31 16.774 1281 1285 1289 rBV 55148 107140 1.55% 0.186%
32 17.528 1347 1351 1355 rBv4 50163 131752 1.91% 0.229%
33 18.077 1395 1399 1404 rBV6 42046 113253 1.64% 0.197%
34 18.306 1414 1419 1423 rBV7 31220 100505 1.46% 0.175%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

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 - 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-BF103015.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.569 1435 1442 1448 rVB10 20740 89804 1.30% 0.156%
36 19.540 1520 1527 1534 rVBS8 18271 80794 1.17% 0.140%

Sum of corrected areas: 57580252
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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:\HPCHEMI\BNA F\DATA\BF110215\

BF082645.D

2 Nov 2015 22:02

umsiz

G4238-04

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082645.D
6.5

5.49

5.08

7.05

6.89

7.45

0
Time-->

4.50 5.00 5.50

6.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082645.D

9.25

10.72 13.00

993 11.41

9.64

1196 12 12.74

14.05

1318 144589  14.9¢

0
Time-->

11.00 11.50 12.00 12.50 13.00

9.50 10.00 10.50

9.00

13.50

14.00 14.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000
15.19

TIC: BF082645.D

15.51

fL 15.7616.0016.25 16.77 17.53 18.0818.3118.57 19.54

0
Time-->

19.00 19.50

17.50 18.00 18.50

15.50 16.00

16.50 17.00

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.08 50.51 ng 3185250 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 262 (5.082 min): BF082645.D (-258) (-) m/z 43.10 100.00%
43
59
5000
1 480 5.00 520 540
o...,....,....,....','::..?.1.4.',...‘??....,E.‘~.3..,....~,|....,....,....,....,...., m/z 59.10 60.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I IR I
59 480 500 520 540
m/z 101.10 18.45%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 14 .54%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: l—Propen—Z—oI, acetate L L L L L L L B B
43 4.80 5.00 5.20 5.40
m/z 41.05 9.53%
5000
58
15 o7 | 12 100
L A B s R AR AR AL R LRSS AL BaL s AR RS I AR SRR LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.66 Concentration Rank 1

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

6.66 108.51 ng 6842920 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 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 400 (6.659 min): BF082645.D (-397) (-) m/z 132.10 100.00%
5000 68
40 54 |l 75 ® 104 640 6.60 6.80 7.00
Obrrrrrrrprrrrprrr b b Sl 87 L S IS Ml Tm/z 68.10  50.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U SR R UL SR
6.40 6.60 6.80 7.00
78 m/z 134.10 34.52%
31 49 51
0'w'“w'”wt“wvh'M“'v“lﬂ“'v“'VH'v“'VH'v“'V“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 6.40 6.60 6.80 7.00
5000 m/z 66.10 33.23%
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 #2744: 2-Cyclohexen-1-one e e mma e o S

68 6.40 6.60 6.80 7.00
m/z 69.10 21.73%

5000
96
40
27

0.w”}ﬁnﬂw”.wh.wmhw”uu”.ﬁﬁ.w”.w”.w”.w”.w”.w”. S & S

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\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.00 ng 142048 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 45
Abundance Scan 863 (11.951 min): BF082645.D (-861) (-) m/z 73.10 100.00%
73
43 60
5000
129
9 115
143197171185 199213~ 55g 11.60 11.80 12.00 12.20
O el m/z 60.00 79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 L S DL DU R
11. 60 11. 80 12. oo 12.20
129 m/z 43.10 74 .69%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11feo 11!80 12!00 12)20 '
5000 29 m/z 55.10 69.95%
129
85 115 171 214
o 98 143157 | 18597
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid S B B s S
60 78 11.60 11.80 12.00 12.20
43 m/z 57.10 69.11%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| T L R A
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.55 2.98 ng 179906 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 87
Abundance Scan 1090 (14.545 min): BF082645.D (-1088) (-) m/z 57.10 100.00%
57
o7 1420 14.40 14.60 14.80
Jar : : : :
Obrddd AL 020 109 200289 281 367 | /7 43.05  69.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107651: Eicosane
57
5000 U UL SR LR SR B
14,20 14.40 14.60 14.80
m/z 71.10 64 .36%
ol 2L % 141 183 25 282
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
1420 14.40 14.60 14.80
5000 m/z 85.10 45.17%
99
o 27 141 183 225 281 337 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane B Ea R e
57 14.20 14.40 14.60 14.80
m/z 55.10 29.22%
5000
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 8-heptyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.19 5.16 ng 249784 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 1146 (15.185 min): BF082645.D (-1143) (-) m/z 57.10 100.00%

57

5000 85

:

113 14.80 15.00 15.20 15.40 15.60
141 169

ol L h A T 0oe0onn 252 281 m/z 43.10 64.92%

m/z--> 50 100 150 200 250 300 350

Abundance #123100: Pentadecane, 8-heptyl-

3

5000 85 LA L L L L L L L LB
1480 15.00 15.20 1540 15.60
29 m/z 71.10 62.11%
113 210
ol ,“. b d .“.“.1?1,‘.1‘?9. 29 266 309
m/z--> 50 100 150 200 250 300 350
Abundance
57
P ST
14.80 15.00 15.20 15.40 15.60
5000 o m/z 85.10 45.51%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T e T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane R e ana
57 14.80 15.00 15.20 15.40 15.60
m/z 55.10 22.66%
85
5000
29 113
oL L L L 1y 140 160 197 225 253 206
R e T e e T B
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.76 3.29 ng 159446 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Hexadecanal 240 C16H320 000629-80-1 87
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 83
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 74
5 17-Octadecenal 266 C18H340 056554-86-0 74

Abundance Scan 1196 (15.757 min): BF082645.D (-1193) (-) m/z 57.10 100.00%

7 g2

5000

109 R L R
138 166183 208 250 15.40 15.60 15.80 16.00

m/z 43.10 93.12%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99446: Octadecanal
3 2

5000

15.40 15.60 15.80 16.00
m/z 82.10 84.19%

250
138 166 104 222

268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 82
15.40 15.60 15.80 16.00
5000 m/z 55.10 65.52%

137 166 196 222

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #99459: Oxirane, hexadecy!- R EARmE RS
43 82 15.40 15.60 15.80 16.00
m/z 96.10 64.25%
5000
0 2 6! 166183 208205 250268
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00

8270-BF103015.M Tue Nov 03 10:49:30 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.60 ng 126023 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 Triacontane 422 C30H62 000638-68-6 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1217 (15.997 min): BF082645.D (-1213) (-) m/z 57.10 100.00%
57
85
5000
141 169 209 355 15.60 15.80 16.00 16.20 16.40
N JI Ly 28 % Tm/z 71.10 69.22%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AR U AR AR
mmmmmmmmmm
m/z 85.15 54 _.91%
29 113
0 \‘ ‘\ ‘ “\ h h‘ u‘ \ \1\169 197 225 253 296
miz--> 0 55 100 1%0 260 2éo 360 3éo 460
Abundance
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 43.10 54 _.28%
) 29 us 169 197 226
mz-> 0 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane A B
57 15.60 15.80 16.00 16.20 16.40
m/z 99.10 22.41%
5000 85
113 141
ol 2] iy j | 77,169 197 225 253 281 309 337 365 393 422
rorTTrTrTT UL L WL L DL LR L
miz--> 0 50 100 150 200 250 300 350 400 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\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.77 2.21 ng 107140 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
2 1.19-Eicosadiene 278 C20H38 014811-95-1 81
3 I1.1"-Bicvclohexvl1-4-carboxvlic... 418 C28H5002 102714-86-3 52
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 52
5 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 49
Abundance Scan 1285 (16.774 min): BF082645.D (-1281) (-) m/z 43.10 100.00%

57

5000

281 16.40 16.60 16.80 17.00

110
124 151 175 193207551 559 267

0 m/z 57.10 80.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99461: Oxirane, hexadecyl-
82 gg

5000

16.I4O 16!60 16.I8O 17.IOO
m/z 82.10  66.80%

110
12

4138
152166180194 211 236250 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82
a % 16.40 16.60 16.80 17.00
5000 m/z 55.10 57.11%
110124
o 27 138152166180194208222236250 278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160061: [1,1'-Bicyclohexyl]-4-carboxylic acid, 4-butyl-,... R R B EE B
5 81 96 267 16.40 16.60 16.80 17.00
m/z 96.10 56.28%
5000 4
2
o 69183 217
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl18.08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.08 2.34 ng 113253 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvl-4-methvl-2-phenvl-1.3-di... 206 C13H1802 078465-08-4 25
2 3-(3-Imino-1-pvrazolidinvlbenzo... 205 C10H11N302 083671-99-2 25
3 5-Acetamido-2-methallviphenol 205 C12H15N02 088913-21-7 22
4 4-(2.6.6-Trimethvlcyclohexa-1.3-... 206 C14H220 1000195-14-8 15
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 14
Abundance Scan 1399 (18.077 min): BF082645.D (-1395) (-) m/z 205.10 100.00%
205
69 107
5000 43 . 163
87 183 | 223245 282 5153 350
17.80 18.00 18.20 18.40
o} m/z 107 .05 80.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60078: 5-Ethyl-4-methyl-2-phenyl-1,3-dioxane
107
5000 LRI BN SR SN B
7 206 17.80 18.00 18.20 18.40
%5 m/z 69.10 80.22%
1 e
Oh w,”, S v | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
205
65 LR DA UL BURIULN UL
45 17.80 18.00 18.20 18.40
5000 m/z 67.00 73.56%
91 160
121
143 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59378: 5-Acetamido-2-methallylphenol e Al Eama s R S
5 17.80 18.00 18.20 18.40

m/z 95.10 67 .60%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 80 18 00 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110215\
Data File : BF082645.D

Aca On : 2 Nov 2015 22:02

Operator : UM/I1Z

Sample : 6G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl18.31 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.31 2.07 ng 100505 Perylene-d12 15.51

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahyv... 204 C15H24 003691-11-0 46
2 Lonaiverbenone 218 C15H220 1000163-07-4 35
3 Benzene. 1.2-dichloro-4-nitro- 191 C6H3CI2NO2 000099-54-7 30
4 1R.4S.7S5.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 25
5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 18
Abundance Scan 1419 (18.306 min): BF082645.D (-1414) (-) m/z 93.10 100.00%

9
109
123
a8
5000 189 207
18.00 18,20 18.40 18.60
(o} m/z 109.10 78.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58876: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

a1 93107

18.IOO 18!20 18.I4O 18!60
m/z 123.10 72.71%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
148
SN LN
18.00 18.20 18.40 18.60
5000 a1 op . 2t m/z 67.10 67.84%
105 218
55 69 175 203

27

o 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49904: Benzene, 1,2-dichloro-4-nitro- e EEman B R
18.00 18.20 18.40 18.60

m/z 55.10 65.94%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF110215\
Data File : BF082645.D

Acq On : 2 Nov 2015 22:02

Operator : UM/1Z

Sample - G4238-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.08 50.5 ng 3185250 1 6.89 1261310 20.0
unknown6 .66 6.66 108.5 ng 6842920 1 6.89 1261310 20.0
n-Hexadecanoic acid 11.95 2.0 ng 142048 4 11.41 1419340 20.0
Eicosane 14.55 3.0 ng 179906 5 14.05 1208510 20.0
Pentadecane, 8-he... 15.19 5.2 ng 249784 6 15.51 969019 20.0
Octadecanal 15.76 3.3 ng 159446 6 15.51 969019 20.0
Heneicosane 16.00 2.6 ng 126023 6 15.51 969019 20.0
Oxirane, hexadecyl- 16.77 2.2 ng 107140 6 15.51 969019 20.0
unknown18.08 18.08 2.3 ng 113253 6 15.51 969019 20.0
unknown18.31 18.31 2.1 ng 100505 6 15.51 969019 20.0
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