LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 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-BF040216.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 4.898 245 246 253 rVB 108048 194478 4 .36% 0.502%
2 5.333 282 284 287 rBVY 1932619 2111416 47 .36% 5.448%
3 5.721 315 318 321 rBV2 84657 147666 3.31% 0.381%
4 5.870 329 331 334 rVB 64344 74886 1.68% 0.193%
5 5.927 334 336 337 rBV 41934 70217 1.57% 0.181%
6 5.996 339 342 344 rVB2 91817 182416 4._.09% 0.471%
7 6.030 344 345 346 rBV 98010 94964 2.13% 0.245%
8 6.064 346 348 354 rVB3 82765 205788 4.62% 0.531%
9 6.167 354 357 358 rBV 84770 117787 2.64% 0.304%
10 6.259 363 365 370 rVB2 265120 373305 8.37% 0.963%

11 6.384 374 376 379 rVB 1668959 2199208 49.33% 5.674%
12 6.430 379 380 382 rVvB 110399 110658 2.48% 0.286%
13 6.510 385 387 390 rvVB 2386104 2284630 51.25% 5.894%
14 6.590 392 394 396 rVB2 143144 198066 4.44% 0.511%
15 6.659 396 400 401 rBv4 99974 283034 6.35% 0.730%

16 6.704 401 404 406 rBv4 207125 312883 7.02% 0.807%
17 6.739 406 407 411 rVB2 781854 1101632 24.71% 2.842%
18 6.796 411 412 414 rBV2 140556 236655 5.31% 0.611%
19 6.830 414 415 417 rVB 147518 137073 3.07% 0.354%
20 6.864 417 418 419 rBvV 164133 181413 4_.07% 0.468%

21 6.899 419 421 425 rVB 2088668 2097325 47.04% 5.411%
22 6.967 425 427 429 rBV3 108495 191053 4._.29% 0.493%
23 7.013 429 431 434 rVB3 305565 418241 9.38% 1.079%
24 7.059 434 435 436 rBvY 89649 63166 1.42% 0.163%
25 7.139 436 442 443 rBv4 390123 1010281 22.66% 2.607%

26 7.162 443 444 447 rBV2 290339 490558 11.00% 1.266%
27 7.219 447 449 451 rVB2 131461 186300 4.18% 0.481%
28 7.264 451 453 456 rBv4 486903 972067 21.80% 2.508%
29 7.310 456 457 462 rVB 1246408 1540949 34.56% 3.976%
30 7.390 462 464 466 rVB3 375483 512190 11.49% 1.321%

31 7.447 466 469 470 rBV2 252669 447363 10.03% 1.154%
32 7.516 473 475 477 rBvV2 233049 442559 9.93% 1.142%
33 7.550 477 478 482 rVB3 725589 804167 18.04% 2.075%
34 7.619 482 484 487 rBV2 540908 919205 20.62% 2.372%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 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-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.664 487 488 493 rVB3 1082251 1505410 33.77% 3.884%

36 7.744 493 495 497 rBvV2 158009 305491 6.85% 0.788%
37 7.790 497 499 502 rBv2 378390 703290 15.78% 1.815%
38 7.870 503 506 507 rBv3 228900 479345 10.75% 1.237%
39 8.030 516 520 525 rBV3 1212105 3442428 T77.22% 8.882%
40 8.110 525 527 534 rvv4 491873 2157385 48.39% 5.566%

41 8.499 557 561 565 rBV2 1416464 4458233 100.00% 11.502%
42 12.865 941 943 947 rVB 1357846 1943234 43.59% 5.014%
43 13.745 1019 1020 1027 rVB 332263 646837 14.51% 1.669%
44 13.905 1032 1034 1037 rVB 923676 873830 19.60% 2.255%
45 14.065 1046 1048 1060 rVB2 135146 416629 9.35% 1.075%

46 14.362 1073 1074 1076 rBV 56745 63325 1.42% 0.163%

47 15.299 1153 1156 1163 rVB 728227 905812 20.32% 2.337%

48 17.277 1325 1329 1335 rVB5 20590 64495 1.45% 0.166%

49 19.140 1487 1492 1502 rBV5 11368 79789 1.79% 0.206%
Sum of corrected areas: 38759132
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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\BF040616\

BF086101.D

6 Apr 2016 16:27

UM/SsJ

H2167-01

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 19

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

4.90 3.53 ng 194478 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 246 (4.898 min): BF086101.D (-245) (-) m/z 43.10 100.00%
431
59.1
5000
101.1
| 83.1 | 4.60 4.80 5.00 5.20
Y FSRAUY Mt SR A U m/z 59.10 57.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L IS UL
59.0 460 480 500 520
m/z 101.10 20.53%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 1.0 m/z 58.10 17.19%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e e By
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.84%
5000
101.0
150 310 | 80490 860
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\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.06 Concentration Rank 17

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

6.06 3.74 ng 205788 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2.4-dimethvl- 128 C8H160 069542-91-2 45
2 Cvclopentane. 1.2-dimethvl-3-met... 110 C8H14 091884-67-2 43
3 trans-3.5-Dimethvilcvclohexene 110 C8H14 056021-63-7 43
4 1.2-Cyclohexanedimethanol 144 C8H1602 003971-29-7 35
5 3-Cyclopenten-1-one, 2,2,5,5-tet... 138 C9H140 081396-36-3 35

Abundance Scan 348 (6.064 min): BF086101.D (-346) (-) m/z 95.10 100.00%
98.1
-t 123.1
81.1 .
69.1
5000 55.1
39.1 h ] | | 140.2 5.80 6.00 6.20 6.40
Olrerrrrrprrrr bl bl ol U e Tmzz 111.100 73.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12199: Cyclohexanol, 2,4-dimethyl-
43.0 57.0 95.0
71.0
5000 29.0 84.0 R RARASRARNS A NE AR
110.0 580 6.00 6.20 6.40
m/z 123.10 62.64%
15.0 ‘ ‘ 128.0
ok ‘ \ ”\H |||‘|l‘:in::‘l‘::nl:n:l:|||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
95.0
5.80 6.00 6.20 6.40
5000 41.0 670 410 m/z 81.10 60.99%
210 550 1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5853: trans-3,5-Dimethylcyclohexene
95.0 5.80 6.00 6.20 6.40
67.0 m/z 69.10 55.81%
5000
o 39.0 559 81.0 110.0
..ﬁﬁgpn.“”., N‘ .AM.JLMHWMIWH.WHH,””,””,””,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 11

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

6.26 6.78 ng 373305 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 60
2 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 52
3 Cvclooctane. methvl- 126 C9H18 001502-38-1 50
4 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 43
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 43

Abundance Scan 365 (6.259 min): BF086101.D (-363) (-) m/z 69.10 100.00%
69.1
55.1
5000
41.1 125.2
831 1111
| ‘ || 97.1 ‘ 140.2 6.00 6.20 6.40 6.60
b et el sl et et || M/z 55.10  57.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl-
41.0 62.0
~ 550
5000 USRS UL LS SRR
29.0 125.0 6.00 6.20 6.40 6.60
8.0 m/z 70.10 51.62%
“ ‘ 97.0 111.0 140.0
0'|“*w'“'w'“|J“l"MJ“'WW““l“”w'“'ﬂ"w'”'v'“l”'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
6.00 6.20 6.40 6.60
5000 41.0 m/z 125.20 39.33%
55.0
83.0
o 29.0 98.0 111.0 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11173: Cyclooctane, methyl-
55.0 6.00 6.20 6.40 6.60
410 69.0 m/z 41.10 37 .84%
5000
29.0 830 970 111.0
H “ H‘ L1l \‘ M ‘ 126.0
R R R AR AR RARAS RAARS AR SRS SRR SRS AR RARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.51 Concentration Rank 1

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

6.51 41.48 ng 2284630 1,4-Dichlorobenzene-d4 6.74
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 387 (6.510 min): BF086101.D (-385) (-) m/z 132.10 100.00%
132.1
5000 68.1
01 %1 o306k 6k 650
54.1 : - : :
0 ..,....,....,....:....,.'.'..,::.-.',..?‘.?.1...,..I.,.Er.o.g,.l...,.... 22 "m/z 68.10 41.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IS NARSE R AR RN
6.20 6.40 6.60 6.80
310 5.0 m/z 134.10 32.75%
0'W””P”J”NPth”P”h””P”W””P”W””'”W“”P”W””P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.10 25.87%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14006: 5-Aminoindole T ./}n e
132.0 6.20 6.40 6.60 6.80

m/z 96.10 16.50%

5000
104.0

66.0
14.0 27.0 39.0 510 % 780 o145 | 1969 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.59 Concentration Rank 18

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

6.59 3.60 ng 198066 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nonene. 3-methvl-. (E)- 140 C10H20 069405-42-1 49
2 Cyclohexane. 1-methvl-4-(l-methy... 140 C10H20 006069-98-3 46
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 43
4 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 43
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 43

Abundance Scan 394 (6.590 min): BF086101.D (-392) (-) m/z 55.10 100.00%
54.1 97.1
41.1 691
5000 : 83.1
I | mor s 1402 550 640 650 6B0 TH0
Obrrrprrrerrrrr el el gl T Sl Tm/z 97.10 89.64Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17336: 3-Nonene, 3-methyl-, (E)-
55.0
5000
41.0 63.0 650 6.20 6.40 6.60 6.80 7.00
290 ‘ m/z 69.10 57.99%
: 111.0 140.0
0"'v"w"“l'“'“m"v“bw"“lh“'lﬁ'w'?n?'”'”'“'%g§2"“i“"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.10 48 .26%
41.0 81.0
69.0 140.0
ol 150 29.0 109.0 125.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6575: Cyclohexane, 1,1-dimethyl- R Rm e
97.0 6.20 6.40 6.60 6.80 7.00
55.0 m/z 70.10 43 .72%
5000 41.0 69.0
27.0
20 N M g me | mze
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 13

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

6.66 5.14 ng 283034 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 50
2 ((5-1sopropvl-2-methvlcvclohexvl... 294 C17H2602S 093542-25-7 45
3 Cvclopentane. 1.1.3.4-tetramethv... 126 C9H18 053907-60-1 40
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 38
5 3-Heptene, 2,2,3,5,5,6,6-heptame... 196 C14H28 054845-26-0 37

Abundance Scan 400 (6.659 min): BF086101.D (-396) (-) m/z 69.10 100.00%
69.1
139.2
5000 41.1
1101 ek ko ko 70
0 m/z 83.10 76.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17394: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 LR L R R R
6.40 6.60 6.80 7.00
m/z 57.10 65.72%
LT L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83.0
139.0 640 6.60 6.80 7.00
5000 m/z 139.20 54 _.52%
55.0
| 290 109.0 173.0 203.0 230.0 295.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11265: Cyclopentane, 1,1,3,4-tetramethyl-, cis-
69.0 6.40 6.60 6.80 7.00
m/z 55.10 44 .50%
41.0
5000 111.0
15.0 “
0'“v'“m'“vj“m'“w'“w'“w“'w“'w“'w“'w“'VH'VHw'“w' U R U UL SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.80 Concentration Rank 15

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

6.80 4_.30 ng 236655 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclopenten-1-one. 2.2.5.5-tet... 138 C9H140 081396-36-3 38
2 Bicvclol2.2.1Theptane. 2-ethvl- 124 C9H16 002146-41-0 38
3 1.5-Hexadiene. 2.5-dimethvl- 110 C8H14 000627-58-7 35
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 30
5 R(-)3,7-Dimethyl-1,6-octadiene 138 C10H18 010281-56-8 30

Abundance Scan 412 (6.796 min): BF086101.D (-411) (-) m/z 95.10 100.00%
94.1
41.1 57.1 81.1
5000 69. 1231
109.1 A e o
U T 2, ek ek sk 7o 7k
Oberprrrr e e sl M M b S2ES T Tm/z 57.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16987: 3-Cyclopenten-1-one, 2,2,5,5-tetramethyl-
95.0
110.0
5000 SR R L A
410 6.40 6.60 6.80 7.00 7.20
550 m/z 41.10 53.61%
“ | ‘ 81.0 138.0
0'W””I””P'”P”'M”W'“h”JML”“MLP'”ﬁ'}ﬁ%RP”'P”W'”W”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
6.40 6.60 6.80 7.00 7.20
5000 67.0 m/z 43.10 52 .65%
41.0 55.0 82.0
0 27.0 109.0 124.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5848: 1,5-Hexadiene, 2,5—dimethy|— L BN BN BN R
55.0 95.0 6.40 6.60 6.80 7.00 7.20
68.0 m/z 55.10 51.94%
5000
29.0 419 810
110.0
0”&?%””P”'””P”W””P”W””P”W””P”W””P”W””P”W” USRS RN R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.40 6.60 6.80 7.00 7.20

8270-BF040216.-M Thu Apr 07 17:46:59 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.97 Concentration Rank 20

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

6.97 3.47 ng 191053 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pvrimidinamine. 2.6-dimethvl- 123 C6HON3 000461-98-3 43
2 4.4-Dimethoxv-2.5-cvclohexadien-... 154 C8H1003 000935-50-2 43
3 2.5-Heptadien-4-one. 2.6-dimethvl- 138 C9H140 000504-20-1 43
4 Hexahvdroindole 123 C8H13N 018159-32-5 38
5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 27

Abundance Scan 427 (6.967 min): BF086101.D (-425) (-) m/z 123.10 100.00%
128.1
95.1
81.1
5000
411 X1 671
| | | 10? 1 I‘ 2 lean 6.60 6.80 7.00 7.20 7.40
0...,....,....,...." Al ||. II. il ||”| S| YN S m/z 95.10 71.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9799: 4-Pyrimidinamine, 2,6-dimethyl-
128.0
5000 41.0 S R N L
6.60 6.80 7.00 7.20 7.40
670 83.0 96.0 m/z 81.10 60.20%
B N - O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
123.0
6.60 6.80 7.00 7.20 7.0
5000 m/z 83.10 56.18%
95.0
260 0 510 &4 800 111.0 139.0 1540
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16942: 2,5-Heptadien-4-one, 2,6-dimethyl- T
128.0 6.60 6.80 7.00 7.20 7.40
m/z 97.10 40.50%
5000 55.0 83.0
39.0
21.0 ‘ 67.0 950 108.0
0'"I]'-'S'(?I""'I""I""''I"l"I""'I"""Il"'l"‘ll ""ll""l'l"l']'-:'aﬁ?'"I""I" TfrrTTyTTTTT T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40

8270-BF040216.-M Thu Apr 07 17:47:00 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 10 5-Undecene Concentration Rank 10

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

7.01 7.59 ng 418241 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Undecene 154 C11H22 004941-53-1 74
2 4-Decene. 4-methvl-. (E)- 154 C11H22 060366-66-7 52
3 4-Octene. 2.3.6-trimethvl- 154 C11H22 063830-65-9 49
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 47
5 Cyclopropane, 1,2-dibutyl- 154 C11H22 041977-32-6 45

Abundance Scan 431 (7.013 min): BF086101.D (-429) (-) m/z 69.10 100.00%
69.1
55.1
5000 41.1
83.1
91 1111 N
‘I ‘ ” | 1252 139.2 1542 6.60 6.80 7.00 7.20 7.40
O”I””P'”P”'H'W'J“”'M”hI“JP'“L”'P”W'”W”'W”'W” m/z 55.10 65.56%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25807: 5-Undecene
55.0
69.0
5000 41.0 RS SR SR B
83.0 154.0 6.60 6.80 7. oo 7.20 7.40
‘ 97.0 1o m/z 56.10 43.78%
0"P"W"”I'”'I”"P"W"”I'”'I“"P"W'”'?%éﬁ"”l'“'l”"P'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0
6.60 6.80 7.00 7.20 7.40
5000 69.0 m/z 41.10 41 .19%
41.0
27.0
84.0 97.0
o 110 60 130.0 1540
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25864: 4-Octene, 2,3,6-trimethyl- R B A B o
69.0 6.60 6.80 7.00 7.20 7.40
550 m/z 83.10 35.54Y%
5000
41.0 111.0
29.0 84.0 : 154.0
O'W"ﬂ|'“”li"v“”w"ml““'|“"vgi?'“'l'“'3%52"“|'”'|J"v' SR S U L I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.60 6.80 7.00 7.20 7.40

8270-BF040216.-M Thu Apr 07 17:47:01 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Naphthalene, decahydro-, tr... Concentration Rank 4

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

7.14 18.34 ng 1010280 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 95
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Spirol4.51decane 138 C10H18 000176-63-6 89
4 Cvclodecene 138 C10H18 003618-12-0 83
5 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 74

Abundance Scan 442 (7.139 min): BF086101.D (-436) (-) m/z 67.10 100.00%
67 138.2
gpq 51
5000
R o
6.80 7.00 7.20 7.40
151.2
o 1602 m/z 138.20  96.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16320: Naphthalene, decahydro-, trans-
67,0 138.0
41.0 82.0 95.0
5000
27.0 6.80 7.00 7.20 7.40
109.0 m/z 95.10 77.31%
! \‘ I\t \‘ N 1 1 | 1230 |
O”P”W””P”W””P”W”'P”W””P”W””P”W””P”I““'“W”“P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67.0 o, , 960 138.0
6.80 7.00 7.0 7.40
5000 41.0 m/z 68.10 75.37%
salo 109.0
o 2r.0 123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16254: Spiro[4.5]decane L B e e
67.0 g1, 960 6.80 7.00 7.20 7.40
' 138.0 m/z 82.10 69.34%
5000 41.0 109.0
27.0 ‘
I | H T T N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40

8270-BF040216.-M Thu Apr 07 17:47:01 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown7.16 Concentration Rank 8

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

7.16 8.91 ng 490558 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctane. 1-methvl-3-propvl- 168 Cl12H24 255885-37-1 43
2 Bicvclol3.1.11heptan-3-one. 2.6.... 152 C10H160 015358-88-0 43
3 6-Octenal. 3.7-dimethvl- 154 C10H180 000106-23-0 43
4 Cvclohexane. 1.1"-(1.2-dimethvl-... 222 C16H30 074663-71-1 43
5 6-Octen-1-ol, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 43

Abundance Scan 444 (7.162 min): BF086101.D (-443) (-) m/z 69.10 100.00%
69.1
551 81.1
5000 41.1 95.1

1101 1252 T
I| |.|. 13?'2 154.2 6.80 7.00 7.20 7.40
T

Ot e e N N R LR a m/z 81.10 69.37%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #34823: Cyclooctane, 1-methyl-3-propyl-
69.0
5000 83.0 A .
a0 950 125.0 6.80 7.00 7.20 7.40
29.0 m/z 55.10 62.61%
\‘ | \‘ I ‘ ‘\‘\ m 910 11:‘[0
O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0
41.0 %99 &30 M
6.80 7.00 7.20 7.40
5000 m/z 41.10 43 .50%
95.0
110.0 152.0
o 134.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25484: 6-Octenal, 3,7-dimethyl-  EEEE
41.0 69.0 6.80 7.00 7.20 7.40
m/z 95.10 40.81%
95.0
5000 55.0
121.0
110.0
29.0 ‘ 8L0 H ‘ 1360 1540
YN RO R T P
P T T e e e e e e T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF040216.-M Thu Apr 07 17:47:02 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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

Concentration Rank 14

Peak Number 13 trans-Decalin, 2-methyl-

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

7.55 4_.67 ng 804167 Naphthalene-d8 8.03

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 87
2 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 83
3 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 72
4 Cvclopentane. 1-methvl-3-(2-meth... 138 C10H18 075873-01-7 64
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 58
Abundance Scan 478 (7.550 min): BF086101.D (-477) (-) m/z 81.10 100.00%

81.1
67.1 95.1

5000

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

160 170

7.20 7.40 7.60 7.80

m/z 95.10 74 .08%

7.20 7.40 7.60 7.80

m/z 67.10 73 .24%

7.20 7.40 7.60 7.80

m/z 152.20 62 .36%

Abundance #24310: trans-Decalin, 2-methyl-
81.0
67.0
410 550 %0 152.0
5000
137.0
29.0 109.0
] | | =0
0 il H\\ ol : Ly .
T T T T [ R e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
81.0 95.0
67.0
41.0
5000 5.0
110.0 1520
29.0 :
123.0 137.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #24326: Naphthalene, decahydro-2-methyl-
41.0 81.0 95.0
67.0 152.0
55.0
5000{ 27-0
110.0 230
li ] | =g
0 . ‘H L H (1A H\ ‘ u\‘ L ‘\ ‘
T I T e e T R e P e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

7.20 7.40 7.60 7.80

m/z 82.10 41 .60%

7.20 7.40 7.60 7.80

8270-BF040216.-M Thu Apr 07 17:47:03 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Adamantane, 1,3-dimethyl- Concentration Rank 12

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

7.62 5.34 ng 919205 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 56
2 1.4-Dimethvladamantane. Il.alpha... 164 C12H20 024145-88-8 56
3 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 53
4 Tricvclol4.3.1.1(3.8)1undecane. ... 228 C11H17Br 021898-96-4 50
5 1H-S-Triazolo[1,5-a]pyridin-4-iu... 149 C7H7N30 013980-64-8 43

Abundance Scan 484 (7.619 min): BF086101.D (-482) (-) m/z 149.15 100.00%
149.2
5000
93.1
794 \ o 75 740 760 780 500
1 551 ] 121.1 164.2 : : : - :
o Y My A T .",|. Al .|:|~. St o2 ekl m/z 93.10 32.72%
m/z--> 20 40 60 80 100 120 140 160
Abundance #31980: Adamantane, 1,3-dimethyl-
149.0
5000 93.0 [Trrrfrrrrprrr o
41.0 107.0 7.20 7.40 7.60 7.80 8.00
27.0 55.0 79.0 164.0 m/z 107.10 19.83%
0: |1|4T|0| I‘I‘ : "i I I\I‘ ‘: T I\ ‘I\ : 'Hi‘ — ‘ﬁ“: et |]|-2|:‘L|0|1|35|.(|)| I‘I — l ——
m/z--> 20 40 60 80 100 120 140 160
Abundance
149.0
7.20 7.40 7.60 7.80 8.00
5000 93.0 m/z 81.10 16.25%
55.0 79.0 107.0 164.0
41.0 121.0135.0
O T B e o T o
miz--> 20 40 60 80 100 120 140 160
Abundance #22328: Pyridine, pentamethyl- I EEmammams R
149.0 7.20 7.40 7.60 7.80 8.00
m/z 150.15 12 .35%
5000
93.0 134.0
0 210490 %30 710 | 10701210 ‘
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 7.20 7.40 7.60 7.80 8.00

8270-BF040216.-M Thu Apr 07 17:47:04 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 trans-4a-Methyl-decahydrona... Concentration Rank 9

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

7.66 8.75 ng 1505410 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 70
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 68
3 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 62
4 Cvclopentene.l-hexvl- 152 C11H20 004291-99-0 46
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 46

Abundance Scan 488 (7.664 min): BF086101.D (-487) (-) m/z 67.10 100.00%
67.1 81.1 95.1
5000
740 7.60 7.80 8.00
o} m/z 81.10 96 .84%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24332: trans-4a-Methyl-decahydronaphthalene
95.0
67.0 oL0 137.0152.0
5000 109.0 R UL I I R
7.40 7.60 7.80 8.00
m/z 95.10 93.63%
53/0 H ‘ 123.0
0...|....|...Hl|.“...“i...“.‘l..‘..l‘...l‘l...‘.l....l..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41.0 81.0 95.0
67.0 L e A R A
152.0 740 7.60 7.80 8.00
5000 27.0 m/z 82.10 78.93%
110.0
137.0
L L L L UL UL L L WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24202: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0 7.40 7.60 7.80 8.00
81.0 m/z 152.20 74 .57%
5000 41.0 55.0
10F 0 152.0
27.0
o S R | Ijl N ...1?319%37;0...‘., BN
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF040216.-M Thu Apr 07 17:47:04 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown7.79 Concentration Rank 16

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

7.79 4.09 ng 703290 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11lheptan-3-one. 2-et... 166 C11H180 1000163-95-8 27
2 Cvclopentane. 1l-butvl-2-ethvl- 154 C1l1H22 072993-32-9 25
3 2-Buten-1-one. 1-(2.2.5a-trimeth... 208 C13H2002 1000196-77-5 22
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 22
5 Oxirane, (1,1-dimethylbutyl)- 128 C8H160 053907-76-9 22

Abundance Scan 499 (7.790 min): BF086101.D (-497) (-) 69.10 100.00%
6d.1
5000 . M
7.40 7.60 7.80 8.00 8.20
0 m/z 55.10 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33224: Bicyclo[3.1.1]heptan-3-one, 2-ethyl-6,6-dimethy!-
69.0
97.0
5000 41.0 A LS A R
7.40 7.60 7.80 8.00 8.20
m/z 109.10 63.11%
166.0
Ouulu‘.‘. ; I”ll|‘|||‘l‘||||||‘l‘|ll‘l .1|2f1.0..|1.4.8'.0.|.‘. B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
7.40 7.60 7.80 8.00 8.20
5000 AL0 m/z 97.10 55.54%
' 111.0
ol_24.0 85.0 127.0 154.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61526: 2-Buten-1-one, 1-(2,2,5a-trimethylperhydro-1-benzo... B
69.0 7.40 7.60 7.80 8.00 8.20
m/z 95.10 54 _.39%
5000
41.0
151.0
o ‘\ w 91010‘7‘012?‘0 | 1750 193.0209.0
m/z--> 20 ' 6|0 80 100 120 14'10 160 180 2(')0 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown8.11 Concentration Rank 6

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

8.11 12.53 ng 2157390 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 30
2 Dodecane. 6-methvl- 184 C13H28 006044-71-9 15
3 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 14
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 14
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 14

Abundance Scan 527 (8.110 min): BF086101.D (-525) (-) m/z 163.20 100.00%
57.1 168.2
5000 107.1
8.1 7.80 8.00 8.20 8.40
39 137.2 : . . :
0 .,....',|'...!,....,.|.'..|',..:'.,'....-,~.... L s m/z 57.10 99.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45577: Undecane, 3,5-dimethyl-
57.0
5000 R AN R R R
7.80 8.00 8.20 8.40
0.0 85.0 m/z 71.10 51.05%
0 \‘ ‘ ‘ 1 1 112 0 155.0 184 0
m/z--> 20 45 60 éo 100 150 140 1éo 180 200 220 240
Abundance
57.0
780 8.00 8.20 840
5000 m/z 107.10 41.13%
29.0 98.0
3 S N | S /1 A W .1 B . s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82613: Hexadecane, 7-methyl- A mamaama S
57.0 7.80 8.00 8.20 8.40
m/z 43.10 39.23%
5000
8.0 112.0
: 154.0
0 'I"??w"'l""l'"'P"'I""I"'W"'%8?p" "'?zﬁq'l" R RN R R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Dodecane, 4,6-dimethyl- Concentration Rank 3

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

8.50 25.90 ng 4458230 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 58
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
3 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 50
4 Octane. 3-ethvl- 142 C10H22 005881-17-4 50
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 50

Abundance Scan 561 (8.499 min): BF086101.D (-557) (-) m/z 57.10 100.00%
1
5000 //w/\/\/\ﬁ
41
HRB RS RN R R
8.20 8.40 8.60 8.80
o 178.2 198.3 m/z 71.10 93.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55028: Dodecane, 4,6-dimethyl-
57.0
5000 RS U RN R AR
8.20 8.40 8.60 8.80
410 Be a0 m/z 43.10 51.16%
oL 260 L R Vo LT
miz--> o @ e B0 o i o 2
Abundance
57.0
820 8.40 8.60 880
5000 m/z 41.10 31.77%
41.0
113.0
0L 15.0 8.0 142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45623: Nonane, 4-methyl-5-propyl- e e e a maa
57.0 8.20 8.40 8.60 8.80
m/z 163.20 30.46%
5000
41l0 112.0
‘ 85.0
0 26‘b “\ [y M | 141 0 184.0
m/z--> 20 ' 60 80 100 120 14'10 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 14.80 ng 646837 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 96
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
4 1-Nonadecene 266 C19H38 018435-45-5 76
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74
Abundance Scan 1020 (13.745 min): BF086101.D (-1019) (-) m/z 57.10 100.00%
57.1

83.1

5000

3

13.40 13.60 13.80 14.00
m/z 43.10 81.26%

244.2

o 139.1 168.1 201.2 286.2 313.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0

5

5000

13. 40 13. 60 13. 80 14. OO
111.0 m/z 83.10 70.99%

29.0
0 139.0 168.0196.0 2270 o6
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
B Em R B
83.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 66.37%
111.0
29.0

o 139.0 1680 21002380 g3

Wmmpmwmrﬁrmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride A e L
13.40 13.60 13.80 14.00

m/z 71.10 60.20%

f

5000

v

271.0 307.0
B R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040616\
Data File : BF086101.D

Aca On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .07 9.54 ng 416629 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86

Abundance Scan 1048 (14.065 min): BF086101.D (-1046) (-) m/z 57.10 100.00%

51.1
5000

13.80 14.00 14.20 14.40

213.2 244.2

141.1 169.1 281.1304.3

0! m/z 71.10 78 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107655: Eicosane
57.0
85.0
5000 LA L L L L L L L
13. 80 14. 00 14 20 14. 40
m/z 85.10 58.04%
29.0 130 1410
0 L2410 160.0 197.0 225.0 2530 2820
T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R R e
85.0 13.80 14.00 14.20 14.40
5000 m/z 43.10 55.32%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane B R B e N R
57.0 13.80 14.00 14.20 14.40
m/z 99.10 21.15%
= T M
o 290 Lo 11130“1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14. 00 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040616\
Data File : BF086101.D

Acq On : 6 Apr 2016 16:27

Operator : UM/SJ

Sample : H2167-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.90 3.5 ng 194478 1 6.74 1101630 20.0
unknown6 .06 6.06 3.7 ng 205788 1 6.74 1101630 20.0
Cyclohexane, 1,1,... 6.26 6.8 ng 373305 1 6.74 1101630 20.0
unknown6 .51 6.51 41.5 ng 2284630 1 6.74 1101630 20.0
unknown6 .59 6.59 3.6 ng 198066 1 6.74 1101630 20.0
Cyclohexane, 1,1,... 6.66 5.1 ng 283034 1 6.74 1101630 20.0
unknown6 .80 6.80 4.3 ng 236655 1 6.74 1101630 20.0
unknown6 .97 6.97 3.5 ng 191053 1 6.74 1101630 20.0
5-Undecene 7.01 7.6 ng 418241 1 6.74 1101630 20.0
Naphthalene, deca... 7.14 18.3 ng 1010280 1 6.74 1101630 20.0
unknown7 .16 7.16 8.9 ng 490558 1 6.74 1101630 20.0
trans-Decalin, 2-_.. 7.55 4.7 ng 804167 2 8.03 3442430 20.0
Adamantane, 1,3-d... 7.62 5.3 ng 919205 2 8.03 3442430 20.0
trans-4a-Methyl-d. .. 7.66 8.8 ng 1505410 2 8.03 3442430 20.0
unknown7 .79 7.79 4.1 ng 703290 2 8.03 3442430 20.0
unknown8.11 8.11 12.5 ng 2157390 2 8.03 3442430 20.0
Dodecane, 4,6-dim... 8.50 25.9 ng 4458230 2 8.03 3442430 20.0
Ethanol, 2-(tetra... 13.75 14.8 ng 646837 5 13.90 873830 20.0
Eicosane 14.07 9.5 ng 416629 5 13.90 873830 20.0
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