LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 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-BF122116.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 4.304 190 194 199 rvB2 101695 188624 2.19% 0.125%
2 4.739 230 232 235 rVB 242302 342964 3.98% 0.227%
3 4.830 235 240 243 rBV3 193525 468925 5.45% 0.310%
4 4.922 244 248 254 rBVY 1516659 3272490 38.02% 2.161%
5 5.253 273 277 279 rBV 73267 163307 1.90% 0.108%
6 5.299 279 281 282 rBV2 176732 217655 2.53% 0.144%
7 5.322 282 283 285 rVB2 135469 166933 1.94% 0.110%
8 5.402 288 290 293 rBVY 5024595 7549107 87.72% 4 .986%
9 5.459 293 295 296 rVB 200883 167908 1.95% 0.111%
10 5.493 296 298 301 rBV 741921 976302 11.34% 0.645%

11 5.596 303 307 310 rvB3 824553 1358687 15.79% 0.897%
12 5.653 310 312 314 rBV 620853 636875 7.40% 0.421%
13 5.744 317 320 323 rVB2 2729639 3816149 44.34% 2.520%
14 5.802 323 325 327 rBV 967108 1265947 14.71% 0.836%
15 5.847 327 329 331 rVB 490885 605849 7.04% 0.400%

16 5.893 331 333 335 rVvB 2891255 2824975 32.82% 1.866%
17 5.950 335 338 341 rBV3 1478390 4343724 50.47% 2.869%
18 5.996 341 342 345 rVB2 2129692 3564045 41.41% 2.354%
19 6.053 345 347 348 rBV 1961774 2128411 24.73% 1.406%
20 6.087 348 350 353 rvB2 1017292 1906705 22.15% 1.259%

21 6.133 353 354 356 rVB 1364342 1048404 12.18% 0.692%
22 6.179 356 358 360 rBv2 1908886 2679856 31.14% 1.770%
23 6.224 360 362 365 rVvB3 1354165 2096190 24.36% 1.384%
24 6.293 365 368 372 rBV2 1875432 5210606 60.54% 3.441%
25 6.373 372 375 376 rBV2 1463994 3207925 37.27% 2.119%

26 6.419 376 379 380 rBV2 2482253 3566035 41.43% 2.355%
27 6.465 380 383 385 rVvB 6354631 8606395 100.00% 5.684%
28 6.545 388 390 392 rvB 5010297 7610952 88.43% 5.027%
29 6.613 392 396 397 rVB2 1493168 2090805 24.29% 1.381%
30 6.727 397 406 407 rBV5 2491017 8408167 97.70% 5.553%

31 6.762 407 409 412 rVB3 2641928 4830850 56.13% 3.191%
32 6.819 412 414 416 rBV2 2394795 4375580 50.84% 2.890%
33 6.853 416 417 418 rVvVv 994978 785948 9.13% 0.519%
34 6.887 418 420 421 rVVv2 1657718 2421515 28.14% 1.599%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 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-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 6.922 421 423 426 rVB2 4905146 8417824 97.81% 5.560%

36 6.990 426 429 430 rBV3 1265071 1876292 21.80% 1.239%
37 7.036 430 433 435 rVB2 1848817 3668531 42.63% 2.423%
38 7.082 435 437 438 rBV2 621362 886217 10.30% 0.585%
39 7.116 438 440 441 rBV2 1168588 1669115 19.39% 1.102%
40 7.150 441 443 444 rBV2 1963285 2395941 27.84% 1.582%

41 7.185 444 446 450 rVB4 1755953 3139520 36.48% 2.074%
42 7.367 460 462 463 rVB 865187 1003107 11.66% 0.663%
43 7.402 463 465 468 rVB3 3820134 6040585 70.19% 3.990%
44 7.459 468 470 471 rBV 1252592 1735057 20.16% 1.146%
45 7.539 474 477 479 rVV 3932227 7164037 83.24% 4.732%

46 7.573 479 480 484 rVV3 4204231 5606434 65.14% 3.703%
47 7.642 484 486 488 rVV 2918542 4749390 55.18% 3.137%

48 7.688 488 490 495 rVB4 3854230 7813853 90.79% 5.161%
49 15.323 1156 1158 1166 rVB 966218 2339952 27.19% 1.545%

Sum of corrected areas: 151410665
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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\BF122216\

BF091886.D

22 Dec 2016 15:21

UM/SsJ

H6182-04

53 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 13

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

4.92 13.55 ng 3272490 1,4-Dichlorobenzene-d4 6.76
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 25
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 23
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 248 (4.922 min): BF091886.D (-244) (-) m/z 43.10 100.00%
431
59.1
5000
101.0
4.60 4.80 5.00 5.20
83.0
...,....,....,....-,'::..,..-:J,..?.?-.l...,.l...,....~,|....,....,1.??;?....,...., m/z 59.10 59.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L RN L L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 20.03%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.07%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e A RAREE R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.49%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l SRR SRR LA SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown5.74 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.74 15.80ng 3816150  1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclooctane. 1-methyl-3-propvl- 168 C12H24 255885-37-1 47

050876-32-9 47
050876-31-8 43

2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20
3 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20

4 Pvrimidine. 4-amino-2-methoxv- 125 C5H7N30 003289-47-2 38
5 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 30
Abundance Scan 320 (5.744 min): BF091886.D (-317) (-) m/z 69.10 100.00%
691 125.1
5000
540 5.60 5.80 6.00
m/z 125.05 80.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34823: Cyclooctane, 1-methyl-3-propyl-
69.0
5000
41.0 125.0 540 560 580 6.00
m/z 95.05 73.39%
‘ 97.0
SN W G R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 125.0
540 5.60 5.80 6.00
5000 41.0 m/z 55.05 72.48%
15.0 91.0 109.0
LI I o o o o o e BLJ I e e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17400: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69.0 125.0 5.40 5.60 5.80 6.00
m/z 81.05 68.85%
41.0
5000
15.0
| H ‘\‘ L) 80 1090 ) 1410
I B L e oo e e AL I o e o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 17

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

5.89 11.70 ng 2824980 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlbicvclol4.2.0loctane 124 C9H16 1000210-90-2 68
2 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 58
3 Carbonic acid. 3-hexenvl methvl ... 158 C8H1403 067633-96-9 53
4 4-Methvl-1.3-pentadiene 82 C6H10 000926-56-7 52
5 Cyclohexanepropanol - 142 C9H180 001124-63-6 50

Abundance Scan 333 (5.893 min): BF091886.D (-331) (-) m/z 82.10 100.00%
67.1 841
55.1
5000 41.1
96.1
| I || | 1091 1261 5.60 5.80 6.00 6.20
S  FTNSbo [T TR | RO | Nt S m/z 67.10 94_50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10340: 7-Methylbicyclo[4.2.0]octane
67.0  82.0
5000 54.0
41.0 5.60 5.80 6.00 6.20
27.0 m/z 81.10 72 .58%
..,...:,...wil...rﬂﬂu,..w.u...ﬂJ‘...,?ﬁf,..%Q%g...f??ﬂ,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67.0
82.0
390 5.60 5.80 6.00 6.20
5000 ' m/z 55.10 62.23%
27.0 53.0

96.0 109.0 124.0

m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #28639: Carbonic acid, 3-hexenyl methyl ester, (2)- e
67.0 5.60 5.80 6.00 6.20
0
82.0 m/z 83.10 55.59%
5000
41.0 55.0
29.0 ‘ ‘
..“.”H”.w:”.“u”M”.M.”.ﬂk”,”.w.”.“.”,”.w.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Octane, 2,7-dimethyl- Concentration Rank 8

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

5.95 17.98 ng 4343720 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 59
2 1-l1odo-2-methvlundecane 296 C12H251 073105-67-6 50
3 Octane. 2-methvl- 128 C9H20 003221-61-2 47
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 47
5 Octane, 4-methyl- 128 C9H20 002216-34-4 43

Abundance Scan 338 (5.950 min): BF091886.D (-335) (-) m/z 57.10 100.00%
57.1
5000
99.1
| || || 125.1 5.60 5.80 6.00 6.20
ol el m/z 43.05 90.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #18450: Octane, 2,7-dimethyl-
43.0
5000
710 990 5.60 5.80 6.00 6.20
m/z 41.05 47 .89%
\‘ H ‘ i 1270
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
5.60 5.80 6.00 6.20
5000 m/z 71.10 44.16%
85.0
29.0
113.0 169.0 211.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12261: Octane, 2-methyl-
43.0 5.60 5.80 6.00 6.20
m/z 55.10 37.76%
5000
71.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Nonane, 3-methyl- Concentration Rank 11

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

6.00 14.76 ng 3564050 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 68
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 64
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 59
5 Octane, 1,1"-oxybis- 242 C16H340 000629-82-3 59

Abundance Scan 342 (5.996 min): BF091886.D (-341) (-) m/z 57.10 100.00%
1

5000

5.60 5.80 6.00 6.20 6.40

0! T m/z 43.10 59.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18432: Nonane, 3-methyl-
57.0
43.0
5000 1.0
5.60 580 6.00 6.20 6.40
29.0 m/z 71.10 55.71%
\‘ Al | 850 980112012701420

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
71.0
5.60 5.80 6.00 6.20 6.40
5000 m/z 41.10 35.53%
43.0
29.0 o 113.0
50 990 127.0 142.0
I o o LA e s s o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45576: Undecane, 3,6-dimethyl-
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.10 24 _.03%
5000 43.0 71.0
29.0 85.0
| | 980 118057 5149 9155.0169.0 184.0

m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Methylbicyclo[3.2.1]octane Concentration Rank 18

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

6.18 11.09 ng 2679860 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvilbicvclol3.2.1Toctane 124 COH16 1000215-28-0 87
2 Cvclopentane. (2-methvipropvl)- 126 C9H18 003788-32-7 50
3 Cvclooctane. ethenvl- 138 C10H18 061142-41-4 46
4 1.7-Octadiene 110 C8H14 003710-30-3 41
5 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 41

Abundance Scan 358 (6.179 min): BF091886.D (-356) (-) m/z 67.10 100.00%
67.1
95.1
411
5000
125.1
5.80 6.00 6.20 6.40 6.60
1411 206.9 m/z 69.10 77.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10341: 2-Methylbicyclo[3.2.1]octane
67.0 95.0
5000 41.0 BNAEBENREBERRESE SRR
580 6.00 6.20 6.40 6.60
o0 m/z 95.10  69.49%
...luuuui”..‘.”.l .“..“l... ‘Ill‘l||||||||||||||||||||||||||
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
41.0 69.0
580 6.00 6.20 6.40 6.60
5000 m/z 41.10 59.42%
111.0
15.0 85.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #16271: Cyclooctane, ethenyl- B amaa e o
41.0 67.0 580 6.00 6.20 6.40 6.60
m/z 55.05 58.38%
5000
1090
"'??"'l"" ‘w"' T 13:8(')"'|""| T SRS LR R
m/z--> 20 40 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60

8270-BF122116.M Fri Dec 23 17:12:34 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclooctane, ethyl- Concentration Rank 4

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

6.29 21.57 ng 5210610 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. ethvl- 140 C10H20 013152-02-8 55
2 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 49
3 Cvclohexane. 1.2-diethvl-. cis- 140 C10H20 000824-43-1 46
4 Cvclohexane. 1-ethvl-2.4-dimethvl- 140 C10H20 061142-69-6 46
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 45

Abundance Scan 368 (6.293 min): BF091886.D (-365) (-) m/z 69.10 100.00%
69.1
111.1
5000 11 96.1
140.2 070 600 620 640 6.60
o R B e e m/z 111.10 75.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17301: Cyclooctane, ethyl-
69.0
111.0
5000
41.0 6.00 6.20 6.40 6.60
m/z 55.10 64 .83%
-|-w--ﬂm--wH-ﬂ‘--??p-fu--”-u "}ﬁ?P"'I""I Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
111.0 600 620 640 6.60
5000 m/z 67.10 44 .98%
41.0
25.0 95.0 140.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17366: Cyclohexane, 1,2-diethyl-, cis-
69.0 6.00 6.20 6.40 6.60
m/z 96.10 39.84%
111.0
5000
41.0
S O - e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclopentane, 1,3-dimethyl-_.._. Concentration Rank 14

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

6.37 13.28 ng 3207930 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-30-1 53
2 trans-Chrvsanthemal 152 C10H160 020104-05-6 47
3 Cvclohexene.3-propvl- 124 C9H16 003983-06-0 30
4 Photocitral a 152 C10H160 1000292-85-0 30
5 3,3,5,5-Tetramethylcyclohexyl me... 236 C11H22FO02P 1000298-38-5 27

Abundance Scan 375 (6.373 min): BF091886.D (-372) (-) m/z 81.10 100.00%
81.1 123.1
57.1
5000
6.00 6.20 6.40 6.60
Obrrrpr 22 Lozt 2on2LL Tz 123.10 94, 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16408: Cyclopentane, 1,3-dimethyl-2-(1-methylethylidene)-...
81.0 123.0
5000
41.0 6.00 6.20 6.40 6.60
‘ m/z 57.10 75.47%
..wﬂkwﬂ.w,hhﬂhﬂ 2.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0 123.0
810 AR SR L I I
6.00 6.20 6.40 6.60
5000 m/z 95.10 62.80%
152.0
Wmﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10308: Cyclohexene,3-propyl-
81.0 6.00 6.20 6.40 6.60

m/z 43.10 48_.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60

8270-BF122116.M Fri Dec 23 17:12:36 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.54 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.54 31.51 ng 7610950 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 390 (6.545 min): BF091886.D (-388) (-) m/z 132.00 100.00%
13p.0
5000 68.1

6.20 6.40 6.60 6.80

01 m/z 68.10 44 _71%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80

0
310 510 m/z 134.00 33.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
132.0
SN § WY\
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 28.77%
41.0 53.0 97.0 170
79.0 '
WWWWWTWWWFWTW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80
m/z 69.10 12.82%
5000
104.0
66.0
140 27.0 390 510 80780 o1 | 450 |
T T e e e e e e e e R e RE s R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80

8270-BF122116.M Fri Dec 23 17:12:36 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.82 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.82 18.12 ng 4375580 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Divinvibis(cvclopropvD)silane 164 C10H16Si 1000109-95-2 35
2 1-Eicosanol 298 C20H420 000629-96-9 30
3 1-Docosene 308 C22H44 001599-67-3 30
4 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 27
5 1-Tetradecanol, 14-chloro- 248 C14H29CI0 073937-05-0 22
Abundance Scan 414 (6.819 min): BF091886.D (-412) (-) m/z 57.10 100.00%
1 951

5000

6.40 6.60 6.80 7.00 7.20
m/z 43.10 96 .08%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31820: Divinylbis(cyclopropyl)silane
95.0
123.0
5000 llllllllllllllllllllll
55.0 6.40 6.60 6.80 7.00 7.20
m/z 95.10 96.00%
TN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
RS s R e )
83.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 69.10 82.23%
111.0
18.0 139.0 167.0 196.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene I RmmaEma s e

6.40 6.60 6.80 7.00 7.20
m/z 55.10 80.02%

5000

125.0

153.0 181.0 308.0
L s e e e )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.40 6.60 6.80 7.00 7.20

8270-BF122116.M Fri Dec 23 17:12:37 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Nonane, 2-methyl-5-propyl- Concentration Rank 19

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

6.89 10.03 ng 2421520 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 50
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 47
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 47
4 Dodecane. 2.6.l11-trimethvl- 212 C15H32 031295-56-4 43
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 38

Abundance Scan 420 (6.887 min): BF091886.D (-418) (-) m/z 57.10 100.00%
51.1
5000
85.1
125.1 4552 6.60 6.80 7.00 7.20
Ot m/z 71.10 71.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45624: Nonane, 2-methyl-5-propyl-
57.0
5000 ISR UL L
85.0 6.60 6.80 7.00 7.20
290 m/z 43.10 59.44%
\‘ ‘ Il 11\2 © 1400
> T b 65 B 100 13 146 16 140 20 210 2% 2% 280 30
Abundance
57.0
660 6.80 7.00 7.20
5000 m/z 41.10 32.49%
29.0 85.0

130 1m0 1830
mwwwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- B A RRREE R
57.0 6.60 6.80 7.00 7.20
m/z 85.10 28.72%
5000 85.0
113.0
“ “ | ) o7, 1410 1830 2110 239.0 2670 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 6.60 6.80 7.00 7.20

8270-BF122116.M Fri Dec 23 17:12:38 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclohexane, 2-ethyl-1,3-di... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.04 15.19 ng 3668530 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 50

2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 50
3 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 47
4 4-Decene. 4-methvl-. (BE)- 154 C11H22 060366-66-7 47
5 4-Octene, 2,3,7-trimethyl-, [S-(... 154 C11H22 052763-13-0 46
Abundance Scan 433 (7.036 min): BF091886.D (-430) (-) m/z 69.10 100.00%
69.1
55.1
5000 1111
411 971

6.80 7.00 7.20 7.40
m/z 55.10 64.19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #17381: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
55.0
111.0
5000 LA L L L L L L L L
41.0 6.80 7.00 7.20 7.40
29.0 83.0 m/z 111.10 46.17%
' 97.0 140.0
rrreepreprreerep il ererlbeepreteprrretberr 238 restrereprreeren
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0
111.0 IIIIIIIIIIIIIIIIIIIIIII
550 6.80 7.00 7.20 7.40
5000 41.0 m/z 97.10 39.14%
126.0
27.0 84.0
15.0 97.0
mmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25870: Cyclopentane, 1-butyl-2-ethyl- T
69.0 6.80 7.00 7.20 7.40
m/z 95.10 34.54%
55.0
5000 41.0
111.0
27.0 ‘ 84.0
126.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF122116.M Fri Dec 23 17:12:38 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 14 Cyclohexane, 1-methyl-3-(1-... Concentration Rank 20

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

7.15 9.92 ng 2395940 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-(1-methy... 138 C10H18 024399-15-3 81
2 1.17-Bicvclopentvl 138 C10H18 001636-39-1 80
3 Naphthalene. decahvdro- 138 C10H18 000091-17-8 68
4 2-Methvlbicvclol3.2.1loctane 124 C9H16 1000215-28-0 58
5 Cyclohexane, 1l-methyl-4-(1-methy... 138 C10H18 001124-25-0 52

Abundance Scan 443 (7.150 min): BF091886.D (-441) (-) m/z 95.10 100.00%
67.1 95.1
81.1

138.1

5000 109.1

6.80 7.00 7.20 7.40
m/z 67.10 98.91%

151.2 166.2

m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #16403: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis-
95.0
5000 a7 °1° e T T
41.0 ’ : : : :
138.0 m/z 68.10  75.89%
27.0 ‘ 54‘.0 119.0
”“”quﬂmuhm”.MWHMLJMM”MM.”J“”“N”“Jq”“p”q””““
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
67.0
R e
41.0 6.80 7.00 7.20 7.40
5000 820 g4 m/z 81.10 71.33%
54.0
27.0 109.0
14.0 1230 138.0
WWWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance #16287: Naphthalene, decahydro- B
67.0 810 96.0 138.0 6.80 7.00 7.20 7.40
L m/z 82.10 67.72%
5000 41.0
109.0
27.0 54,0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BF122116.M Fri Dec 23 17:12:39 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 15 Cyclohexane, 1,1-dimethyl-2_.._. Concentration Rank 15

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

7.18 13.00 ng 3139520 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 59
2 2.3-Dimethvl-3-heptene. (2)- 126 C9H18 059643-73-1 53
3 2-Undecene. 4-methvl- 168 C12H24 091695-32-8 50
4 Cvclopentane. (2-methvlbutvl)- 140 C10H20 053366-38-4 43
5 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 43

Abundance Scan 446 (7.185 min): BF091886.D (-444) (-) m/z 69.10 100.00%
69.1
5000 a1
110.1 e B S
| “ | Ill || 13?-21 , 2070 6.80 7.00 7.0 7.40 7.60
o e T2 2000 1 s 55 10 67.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25886: Cyclohexane, 1,1-dimethyl-2-propyl-
69.0
41.0
5000 A A R
6.80 7.00 7.20 7.40 7.60
m/z 81.10 42 _.51%
‘ 97.0 139.0
SN | Y O NS - - E
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
6.80 7.00 7.20 7.40 7.60
5000 41.0 m/z 83.10 42.01%
126.0
97.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34758: 2-Undecene, 4-methyl- R EARmE RS
69.0 6.80 7.00 7.20 7.40 7.60
m/z 41.10 36.20%
5000 41.0
85.0
240 | \\“ ||~ 1 100.01250  1570168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.0 7.40 7.60

8270-BF122116.M Fri Dec 23 17:12:40 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 16 Adamantane Concentration Rank 3

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

7.40 25.01 ng 6040590 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 95
2 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 64
3 2.4-Decadien-1-ol. (E.E)- 154 C10H180 018409-21-7 58
4 2.5-Methano-1H-indene. octahvdro- 136 C10H16 019026-94-9 53
5 3-Carene 136 C10H16 013466-78-9 49

Abundance Scan 465 (7.402 min): BF091886.D (-463) (-) m/z 136.10 100.00%
136.1

5000

7.00 720 7.40 7.60 7.80

(0} m/z 79.10 66.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #15137: Adamantane
136.0
79.0
93.0
5000 | AL LI L L L L L L L L
390 7.00 7.20 7.40 7.60 7.80
. 0
53.0 107.0121.0 m/z 93.10 62.98%
66.0 ‘ ‘ ‘
SV Y Tt O O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
136.0
9.0 7.00 7.20 7.40 7.60 7.80
5000 93.0 m/z 55.10 49.85%
39.0
530 66,0 108.0
121.0
Wmmmwﬁrmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25499: 2,4-Decadien-1-ol, (E,E)- A RREEE RS E ST
79.0 7.00 7.20 7.40 7.60 7.80
m/z 67.10 44 _19%
5000
41.0 93.0 136.0
Tl el |
| H \‘ M‘\H ‘HHH I‘ Il L1 110. 01230 L 154.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

7.00 720 7.40 7.60 7.80

8270-BF122116.M Fri Dec 23 17:12:40 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17 Tricyclo[3.3.1.1(3,7)-]deca... Concentration Rank 6

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

7.54 18.34 ng 7164040 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1(3.7)-1decane. 1... 214 C10H15Br 000768-90-1 78
2 Tricvclol3.3.1.1(3.7)1decane. 2-... 214 C10H15Br 007314-85-4 78
3 Heptafluorobutanoic acid. l-adam... 362 C15H17F702 1000282-96-9 72
4 2-I1-(Adamantan-1-vlamino)-2.2.2... 295 C15H16F3N3 1000275-90-9 72
5 2-lodoadamantane 262 C10H151 018971-91-0 72

Abundance Scan 477 (7.539 min): BF091886.D (-474) (-) m/z 135.10 100.00%
136.1
5000
93.1
41.1 ‘ 7.20 7.40 7.60 7.80
ol 4 ,-.u.'l. Lo A oyest 2674 88810 Tnyz 93.10  31.32%
m/z--> 50 100 150 200 250 300 350
Abundance #65240: Tricyclo[3.3.1.1(3,7)-]decane, 1-bromo-
135.0
5000
7.20 7.40 7.60 7.80
79.0 m/z 79.10 19.49%
41?'0 | \‘\ \10\7'0
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
7.20 7.40 7.60 7.80
5000 m/z 91.10 12.11%
67.0
39.0 107.0 216.0
m/z--> 50 100 150 200 250 300 350
Abundance #145389: Heptafluorobutanoic acid, 1-adamantylmethy! ester L e e A
135.0 7.20 7.40 7.60 7.80
m/z 136.10 11.83%
5000
79.0
A0 L7 | 169.0 2000
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 18 Naphthalene, decahydro-2-me... Concentration Rank 12

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

7.57 14.35 ng 5606430 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 97
2 cis-Decalin., 2-svn-methvl- 152 C11H20 1000155-85-6 87
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 83
4 Puleaone 152 C10H160 000089-82-7 64
5 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 58

Abundance Scan 480 (7.573 min): BF091886.D (-479) (-) m/z 81.10 100.00%
81.1
67.1
5000 a1
109.1123.1 S BEEREREEES S
| 5‘|‘1 “ 167 2180.2 720 740 7.60 7.80
Ol —ll :2180. m/z 95.10  74.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24328: Naphthalene, decahydro-2-methyl-
41.0 67.0 81.0 152.0
: 95.0
27.0
5000 L IR IR IR B
137.0 720 740 7.60 7.80
54.0 109.0 m/z 67.10 70.57%
A
ol 0L A

T ,.JM.,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

81.0 95.0

67.0 IIIIIIIIIIIIIIIIIIIIIII
41.0 7.20 7.40 7.60 7.80

5000 m/z 152.20 64 .84%
152.0

110.0
27.0 54.0
123.0 137.0

AL o o e o B B LA B i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24310: trans-Decalin, 2-methyl-

81.0 7.20 7.40 7.60 7.80

67.0 m/z 55.10 44 .07%

41.0 95.0 152.0

5000
137.0

109.0

| 7

27.0 54,0
bl ‘ |

Iy
mz--> 20 40 60 80 100 120 140 160 180

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 19 Adamantane, 1,3-dimethyl- Concentration Rank 16

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

7.64 12.16 ng 4749390 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 50
2 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 45
3 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 42
4 Tricvclol4.3.1.1(3.8)lundecane., ... 228 C11H17Br 021898-96-4 38
5 2-(2-CarboxyvinylD)pyridine, trans 149 C8H7NO2 007340-22-9 28

Abundance Scan 486 (7.642 min): BF091886.D (-484) (-) m/z 149.15 100.00%
149.2
5000
93.1
107.1 R EEm s
79.1 7.40 7.60 7.80 8.00
39.1 53.1 121.1 164.2
o S ol PR 1 | N | b A78 1 m/z 93.10 34.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31980: Adamantane, 1,3-dimethyl-
149.0
5000 93.0 R UL S SRR
41.0 107.0 7.40 7.60 7.80 8.00
27.0 55.0 79.0 164.0 m/z 107.10 21.57%
130 1 -‘a el .“U..‘w. A 20ass0. [ N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149.0
7.40 7.60 7.80 8.00
5000 m/z 150.10 12._.76%
93.0 134.0
27.0 53.0 77.0 107.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #22438: 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-DIAMINE
149.0 7.40 7.60 7.80 8.00
m/z 79.10 8.86%
5000
107.0
53.0 132.0
'"'I?%Q'Ih'N'I"'?%?"'IJ"'f""I'J"I""I" U SUUILE I LR
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091886.D

Aca On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 20 unknown7.69 Concentration Rank 5

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

7.69 20.00 ng 7813850 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 46
2 3-Methvlhexahvdrophthalide (tran... 154 C9H1402 1000280-18-2 38
3 1H-Indene. octahvdro-. cis- 124 C9OH16 004551-51-3 38
4 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 25
5 Cyclohexane, methylene- 96 C7H12 001192-37-6 22

Abundance Scan 490 (7.688 min): BF091886.D (-488) (-) m/z 67.10 100.00%
67.1 81.1
152.2
95.1
5000 411 137.1
1221 ey | 7E) 780 5bo
o} : m/z 81.10 85.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24160: Cyclohexanone, 5-methyl-2-(1-methylethylidene)-
81.0 152.0
67.0 109.0
41.0 R A AREREE RS
5000 137.0 740 7.60 7.80 8.00
95.0 m/z 82.10 77.03%
27.0 ‘ I “ | 123.0
|||||‘|‘||N||‘Ni||“|‘||Hl‘||‘|“l‘||‘ﬁ‘||‘|h|||‘|||‘:luuuuluu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
67.0
740 7.60 7.80 8.00
5000 82.0 m/z 152.20 73.84%
110.0
53,0
96.0 125.0139.0 154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10338: 1H-Indene, octahydro-, cis- A B Rmm e
670 810 7.40 7.60 7.80 8.00
: m/z 95.10 58.36%
96.0
5000 410
2r.0 124.0
...,....,....,....,....,.11.0.'0.,....,....,....,.. —
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122216\
Data File : BF091886.D

Acq On : 22 Dec 2016 15:21

Operator : UM/SJ

Sample : H6182-04

Misc :

ALS Vial : 53 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.92 13.6 ng 3272490 1 6.76 4830850 20.0
unknown5.74 5.74 15.8 ng 3816150 1 6.76 4830850 20.0
7-Methylbicyclo[4... 5.89 11.7 ng 2824980 1 6.76 4830850 20.0
Octane, 2,7-dimet... 5.95 18.0 ng 4343720 1 6.76 4830850 20.0
Nonane, 3-methyl- 6.00 14.8 ng 3564050 1 6.76 4830850 20.0
2-Methylbicyclo[3. .. 6.18 11.1 ng 2679860 1 6.76 4830850 20.0
Cyclooctane, ethyl- 6.29 21.6 ng 5210610 1 6.76 4830850 20.0
Cyclopentane, 1,3... 6.37 13.3 ng 3207930 1 6.76 4830850 20.0
unknown6 .54 6.54 31.5 ng 7610950 1 6.76 4830850 20.0
unknown6 .82 6.82 18.1 ng 4375580 1 6.76 4830850 20.0
Nonane, 2-methyl-_._. 6.89 10.0 ng 2421520 1 6.76 4830850 20.0
Cyclohexane, 2-et... 7.04 15.2 ng 3668530 1 6.76 4830850 20.0
Cyclohexane, 1-me... 7.15 9.9 ng 2395940 1 6.76 4830850 20.0
Cyclohexane, 1,1-... 7.18 13.0 ng 3139520 1 6.76 4830850 20.0
Adamantane 7.40 25.0 ng 6040590 1 6.76 4830850 20.0
Tricyclo[3.3.1.1(.-.. 7.54 18.3 ng 7164040 2 8.05 7813850 20.0
Naphthalene, deca... 7.57 14.4 ng 5606430 2 8.05 7813850 20.0
Adamantane, 1,3-d... 7.64 12.2 ng 4749390 2 8.05 7813850 20.0

2

unknown7 .69 7.69 20.0 ng 7813850 8.05 7813850 20.0
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