LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3906-05 i Sk
Misc i IM-MLA-DGA-01
ALS Vial : 18 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-BF092815.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 5.074 254 257 269 rVB 848255 1288893 50.13% 5.457%
2 5.486 290 293 295 rBVY 2264533 2414588 93.92% 10.223%
3 6.514 380 383 386 rBY 1812244 2257442 87 .81% 9.558%
4 6.651 392 395 397 rBY 2577113 2570885 100.00% 10.885%
5 6.880 413 415 418 rBV 555212 482401 18.76% 2.042%
6 7.040 426 429 431 rBV 2129119 1990446 77.42% 8.428%
7 7.452 462 465 467 rBVY 1465114 1456460 56.65% 6.167%
8 8.172 525 528 530 rBV 614173 621211 24.16% 2.630%
9 8.217 530 532 534 rVB 20239 35232 1.37% 0.149%
10 8.583 562 564 565 rBV 37118 32540 1.27% 0.138%
11 9.189 615 617 619 rBV2 22829 28298 1.10% 0.120%

12 9.246 619 622 624 rBVY 2513581 2240062 87.13% 9.484%
13 9.635 654 656 658 rBvV 275469 378417 14.72% 1.602%
14 9.852 671 675 677 rVB3 17414 30074 1.17% 0.127%
15 9.920 679 681 683 rvv2 658459 719944 28.00% 3.048%

16 9.955 683 684 689 rvB4 22234 31901 1.24% 0.135%
17 10.172 701 703 707 rVB3 19571 32204 1.25% 0.136%
18 10.240 707 709 712 rBV3 14111 28551 1.11% 0.121%
19 10.355 715 719 720 rBV2 27951 48873 1.90% 0.207%
20 10.572 735 738 741 rVB 27169 40044 1.56% 0.170%

21 10.720 748 751 753 rBV 1426758 1700584 66.15% 7.200%
22 10.823 758 760 765 rVB 64494 106802 4._.15% 0.452%

23 11.166 786 790 793 rBv4 11469 30165 1.17% 0.128%
24 11.269 797 799 800 rBV 42369 41582 1.62% 0.176%
25 11.303 800 802 805 rvB2 32063 44831 1.74% 0.190%
26 11.406 809 811 816 rBV 437430 754684 29.36% 3.195%
27 11.932 853 857 860 rBv2 32153 59466 2.31% 0.252%
28 12.023 863 865 871 rVvB 22583 41201 1.60% 0.174%

29 12.629 916 918 920 rBV 73400 100765 3.92% 0.427%
30 12.858 935 938 941 rBV 71925 118888 4.62% 0.503%

31 12.995 948 950 953 rBV 1447356 1821604 70.86% 7.713%
32 13.178 963 966 968 rBV2 14040 25765 1.00% 0.109%
33 13.898 1027 1029 1034 rBV 85900 166391 6.47% 0.704%
34 14.058 1040 1043 1045 rBV 442453 636231 24.75% 2.694%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.087 1130 1133 1136 rBV 42354 100467 3.91% 0.425%

36 15.441 1162 1164 1167 rBV2 37291 65639 2.55% 0.278%
37 15.498 1167 1169 1174 rVV 306472 519387 20.20% 2.199%
38 15.635 1179 1181 1186 rVB4 41909 71809 2.79% 0.304%

39 16.184 1226 1229 1237 rVB 65428 168364 6.55% 0.713%
40 16.607 1263 1266 1272 rVB 70903 153352 5.96% 0.649%

41 17.167 1312 1315 1318 rBvV2 33760 71456 2.78% 0.303%

42 17.235 1319 1321 1325 rVB3 29658 56407 2.19% 0.239%

43 17.658 1356 1358 1361 rBV3 16084 34089 1.33% 0.144%
Sum of corrected areas: 23618395
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

IM-MLA-DGA-01

Abundance TIC: BF082093.D

2500000 665
5.49

2000000
6.51

1500000

1000000 507

500000

6.88

7.04

7.45

8.17

L S 0 LS

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance TIC: BF082093.D
2500000 9125

2000000

1500000 10.72 12.99

1000000
9.92

500000 11.41
9.63

gjlg_ ]\‘9. 51aam3ao.5% 10.82 191925 1119302 12.6312.86| 1318

14.06

13.9 15.

Ol e e e e e S

I
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

13.50

14.00 14.50

Abundance TIC: BF082093.D
2500000

2000000
1500000
1000000

500000 15.50

m&m4 16,18  16.61 11424  17.66

e S E-——— e R

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50

20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 53.44 ng 1288890 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 257 (5.074 min): BF082093.D (-254) (-) m/z 43.10 100.00%
31
59.1
5000
1011 R U L R U
4.80 5.00 5.20 5.40
o..,....,....,....I,'::.?,l-.o.~!.,...6?-,°....f‘?:l..,...=,|....,. m/z 59.10 64.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L R LU
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 21.89%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 16.44%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B R B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ : . 98.0 A
mz-> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 2 unknown6.65 Concentration Rank 1

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

6.65 106.59 ng 2570890 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 395 (6.651 min): BF082093.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 st || e g "ok 650 6ho 750
Obr et e ol £ L 0L W~ Tm/z 68.10 39.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR S RS L
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.27%
IR | ‘ L 7bo 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 640 6.60 6.80 7.00
5000 m/z 66.10 26 .38%
39.0 910
270 ~ 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R b RRma s o
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.07%
97.0
5000 0.0
52.0
o Nl bl 1., 860 116.0
m/z--> 20 30 40 50 6|0 7'0 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\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 4 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.83 ng 106802 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 760 (10.823 min): BF082093.D (-758) (-) m/z 57.10 100.00%

57.1
5000

10.60 10.80 11.00 11.20

39 1551  183.2
(o} m/z 71.10 63.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane
57.0
5000 LANL I L L L L INL L  L
85.0 10,60 10.80 11.00 11.20
29.0 m/z 43.10 63.41%
0 ‘ “ L4 1130 1410 1600 1970 226.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R
10.60 10.80 11.00 11.20
5000 m/z 85.10 37 .52%
85.0
29.0
o 1130 1410 1690 212.0
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane R B o
57.0 10.60 10.80 11.00 11.20
m/z 41.10 28.75%
5000 85.0
29.0
. | I [ 1130 1410 1600 1980
..w..”,.”.,”..“..w..”,.”.......” R R
m/z--> 60 80 100 120 140 160 180 200 220 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.23 ng 166391 Chrysene-d12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Nonadecanol 284 C19H400 001454-84-8 91
4 11-Tricosene 322 C23H46 052078-56-5 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1029 (13.898 min): BF082093.D (-1027) (-) m/z 57.10 100.00%

5000

%

2000 2301 13.60 13.80 14.00 14.20
m/z 55.10 89 .34%

139.1 167.1

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148859: Trichloroacetic acid, pentadecyl ester

43.0

LT

5000 LIS L L L L L L L
13.60 13.80 14.00 14.20
m/z 83.10 81.56%
0 139.0 182.0 210.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41,0
o
83.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 80.42%
111.0
o 139.0 168.0 266.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108955: 1-Nonadecanol s o A B
43.0 83.0 13.60 13.80 14.00 14.20
m/z 97.10 68.89%
- ML
o 18.0\““ N 1390 1680 1960 2380 266.0
e (| T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl5.64 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.64 2.77 ng 71809 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlbicvclol3.2.1loctane 124 C9H16 1000215-28-0 27
2 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 25
3 6-Dodecvne 166 C12H22 006975-99-1 22
4 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 15
5 4H-1,2,4-Triazole, 3-ethyl-5-(3,... 191 C9H13N5 328532-29-2 15

Abundance Scan 1181 (15.635 min): BF082093.D (-1179) (-) m/z 191.15 100.00%
95.1 191.2
5000
218.2
246.2 287.2 LI L B
15.40 15.60 15.80 16.00
01 m/z 95.10 96.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10341: 2-Methylbicyclo[3.2.1]octane
67.0 95.0
5000 LI I IR LML B
15.40 15.60 15.80 16.00
m/z 177.20 86.95%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 95.0
67.0 123.0 " 15.40 15,60 15.80 16.00
5000 m/z 81.10 79.29%
147.0 218.0
175.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33271: 6-Dodecyne T
67.0 15.40 15.60 15.80 16.00
m/z 149.10 69.74%
95.0
5000 41.0
ol14.0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 " 15.40 15.60 15.80 16.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF100615\

BF082093.D

6 Oct 2015 19:42

umzi1z

G3906-05 IM-MLA-DGA-01
18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 _beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

'16.18 6.48ng 168364  Perylene-di2 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 59
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 47
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 46

4 2.4.5.5.8a-Pentamethvl-6.7.8.8a-...
5 1-Cyclohexene, 1,3,3-trimethyl-2.._.

206 C14H220
206 C14H220

1000195-40-9 37
1000197-08-4 32

Abundance Scan 1229 (16.184 min): BF082093.D (-1226) (-) m/z 191.15 100.00%
191.2
5000
A BEAe e RS
246.1 287.1 383.3 15.80 16.00 16.20 16.40
0 e m/z 177.15 49 _.17%
m/z--> 50 100 150 200 250 300 350
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000/28.0 L e e
15.80 16.00 16.20 16.40
950 135.0163.0 m/z 95.10 44 _94%
m/z--> 50 100 150 200 250 300 350
Abundance
95.0 191.0
R B S R
43.0 15.80 16.00 16.20 16.40
5000 ' m/z 81.10 40.52%
135.0 f»Mvwﬂ”Vj\wuvﬂm«ﬂ\
0 163.0 236.0264.0 303.0
— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L e
191.0 15.80 16.00 16.20 16.40
m/z 123.10 31.18%
2o st V\/VA&«v/X\JA]\~R»Vvv¢VAj\w
107.0 149.0
O?QQ‘p.Lv.Mw3$NME‘uWH‘ T A REaRE RS
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\
Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Penten-3-one, 1-(2,6,6-tr...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.61 5.91 ng 153352 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 92
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 68
3 2H-1.2.3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 53
4 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 49
5 N,N-Tetramethylene-3,4-dimethoxy... 261 C15H19NO3 327079-67-4 47

Abundance Scan 1266 (16.607 min): BF082093.D (-1263) (-) m/z 191.15 100.00%
101.2
5000 jk—\/wj\.‘u
95.1
55.1 37.1 NESRASUNNESUNNERRNN
2261 285.2 397.4 16.20 16.40 16.60 16.80 17.00
0 m/z 95.10 33.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
5000 UL SR SN SR B
57.0 1620 16.40 16.60 16.80 17.00
1070 149.0 m/z 81.10 29.00%
0...‘l‘.L‘.‘.hl“‘.‘.“.“‘.‘i‘.‘.“‘.".... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,20 16.40 16.60 16.80 17.00
5000/28.0 m/z 69.10 24.86%
95.0 1m0 W
L L L L L L L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #49991: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe... T
191.0 16.20 16.40 16.60 16.80 17.00
109.0 m/z 192.15 23.02%
5000
75.
{ [ J 162.0
0"'l‘!‘”""l"""l'“" AL UL BUNLEL LN UL A AR BN TR BN
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 11 unknownl7.17 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.17 2.75 ng 71456 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 43
2 Oxirane. IT4-(1.1-dimethvlethvl)... 206 C13H1802 003101-60-8 38
3 Silane. T4-(1.1-dimethvlethvl)ph... 206 C13H22Si 018412-68-5 38
4 Protriptvline 263 C19H21N 000438-60-8 38
5 Anthracene, 9-ethyl- 206 C16H14 000605-83-4 38
Abundance Scan 1315 (17.167 min): BF082093.D (-1312) (-) m/z 191.20 100.00%
191.2
95.1
5000
1371 1631
233.2 2761 16.80 17.00 17.20 1740 '
o} m/z 95.10 53.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0
5000 R IR SRR BN
16.80 17.00 17.20 17.40
43.0 123.0 149.0 m/z 81.10 48.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
o 1650 1700 1720 1740
5000 : m/z 205.20 40.17%
107.0
290 570
o 80.0 161.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60169: Silane, [4-(1,1-dimethylethyl)phenyljtrimethyl- s e R R
191.0 16.80 17.00 17.20 17.40
m/z 55.10 32.52%
5000
73.0
o B0 o o0 00|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 1740 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100615\

Data File : BF082093.D

Aca On : 6 Oct 2015 19:42

Operator : UM/I1Z

Sample = G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl7.24 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.24 2.17 ng 56407 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
9-(ChloromethvDanthracene 226 C15H11ClI 024463-19-2 37
2 Oxirane. IT4-(1.1-dimethvlethvl)... 206 C13H1802 003101-60-8 35
3 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 32
4 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 32
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 27
Abundance Scan 1321 (17.235 min): BF082093.D (-1319) (-) m/z 191.15 100.00%
2

5000
136.1 163.1

109.1

53.1 232.2257.1 2041 R e ML s o

17.00 17.20 17.40 17.60

(o m/z 81.10 58.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73814: 9-(Chloromethyl)anthracene
191.0
5000 LIS B L L L L L
17.00 17.20 17.40 17.60
m/z 95.10 50.88%
95.0 65.0 226.0
ol 390 630 % 1390 1020 |
T T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
R o e AR R
17.00 17.20 17.40 17.60
0
5000 135.0 m/z 205.15 39.05%
57.0 107.0
290 79.0 161.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro- R AT RS S
. 17.00 17.20 17.40 17.60

m/z 136.10 29.31%

5000

274.0
217.0 243.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100615\

Data File : BF082093.D

Acq On : 6 Oct 2015 19:42

Operator : UM/1Z

Sample - G3906-05 A
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.07 53.4 ng 1288890 1 6.88 482401 20.0
unknown6 .65 6.65 106.6 ng 2570890 1 6.88 482401 20.0
Hexadecane 10.82 2.8 ng 106802 4 11.42 754684 20.0
Trichloroacetic a... 13.90 5.2 ng 166391 5 14.06 636231 20.0
unknownl15.64 15.64 2.8 ng 71809 6 15.51 519387 20.0
-beta.-iso-Methyl... 16.18 6.5 ng 168364 6 15.51 519387 20.0
1-Penten-3-one, 1... 16.61 5.9 ng 153352 6 15.51 519387 20.0
unknownl17.17 17.17 2.8 ng 71456 6 15.51 519387 20.0
unknownl7 .24 17.24 2.2 ng 56407 6 15.51 519387 20.0
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