LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

3?22'6 i H6125-01 SB-49(11-13)-12-14-16
ALS Vial : 21 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-BF120916.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

4.784 231 236 238 rBV 682280 871110 3.40% 0.159%
4.876 241 244 247 rVB2 1188114 1905360 7.44% 0.348%
rBv2 2027241 3539925 13.81% 0.646%
5.150 266 268 270 rBV 1061481 1385210 5.41% 0.253%
5.390 286 289 291 rVB 3860646 5416920 21.14% 0.988%
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5.447 291 294 297 rBV3 447648 805498 3.14% 0.147%
5.527 299 301 303 rBV 1381774 1770327 6.91% 0.323%
rvB 2133265 1896627 7.40% 0.346%
5.618 307 309 313 rvB2 1523810 2335668 9.11% 0.426%
5.790 320 324 326 rBV2 3352908 5759573 22.48% 1.051%
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11 5.836 326 328 330 rBV2 1654577 2747531 10.72% 0.501%
12 5.927 333 336 339 rvB2 5316849 7073459 27.60% 1.290%
13 5.984 339 341 343 rBV2 2175507 3835471 14.97% 0.700%
14 6.030 343 345 348 rBV2 7966686 11895759 46.42% 2.170%
15 6.087 348 350 351 rBV 2529189 2896549 11.30% 0.528%

16 6.121 351 353 359 rVB3 2294755 7567067 29.53% 1.381%
17 6.236 359 363 366 rBV2 3647302 10272661 40.09% 1.874%
18 6.316 367 370 375 rVB2 4553510 10559018 41.21% 1.926%
19 6.430 375 380 383 rBV3 7845545 18621117 72.67% 3.397%
20 6.487 383 385 386 rVB 1443831 1567208 6.12% 0.286%

21 6.556 386 391 395 rBV3 7523995 20721588 80.86% 3.780%
22 6.647 395 399 401 rBV3 2692810 5037635 19.66% 0.919%
23 6.750 403 408 409 rBV3 3667124 9615591 37.52% 1.754%
24 6.784 409 411 412 rBV2 1085466 1232236 4.81% 0.225%
25 6.819 412 414 416 rVB 3635625 5015192 19.57% 0.915%

26 6.864 416 418 419 rBV 1543264 2667042 10.41% 0.487%
27 6.944 422 425 430 rVB6 8632859 22393606 87.39% 4._.085%
28 7.070 430 436 439 rBV3 3990915 13334646 52.04% 2.433%
29 7.116 439 440 441 rBV 1002857 1051728 4._.10% 0.192%
30 7.150 441 443 444 rBV2 1174881 1765184 6.89% 0.322%

31 7.196 444 447 453 rVB3 5098394 11685038 45.60% 2.132%
32 7.344 455 460 463 rBV4 8420726 25625438 100.00% 4._.675%
33 7.447 467 469 472 rVB3 4895538 8670923 33.84% 1.582%
34 7.527 472 476 478 rBV2 3068736 8745496 34.13% 1.595%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

3?22'6 i H6125-01 SB-49(11-13)-12-14-16
ALS Vial : 21 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
Title
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Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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17798329

16503258
13443511
8870581
3919145
11814486

13127957
2871813
10723204
9111847
7370422
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2760100
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69.46%

64 .40%
52.46%
34.62%
15.29%
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11.21%
41 _85%
35.56%
28.76%

32.33%
43.09%
16.07%
10.77%
18.48%

12.99%
18.75%
29.11%
19.91%
15.41%

3.83%
19.09%
27.51%

8.70%

9.94%

34.01%
3.72%
5.81%
5.41%

12.74%

7.98%
22 .95%
3.68%
3.56%
3.19%

7.53%

3.247%

3.011%
2.453%
1.618%
0.715%
2.155%

2.395%
0.524%
1.956%
1.662%
1.345%

1.511%
2.015%
0.751%
0.504%
0.864%

0.607%
0.876%
1.361%
0.931%
0.720%

0.179%
0.893%
1.286%
0.407%
0.465%

1.590%
0.174%
0.272%
0.253%
0.596%

0.373%
1.073%
0.172%
0.166%
0.149%

0.352%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\

Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

3?22'6 i H6125-01 SB-49(11-13)-12-14-16
ALS Vial : 21 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 11.596 831 832 834 rBV2 1522747 1806101 7.05% 0.329%
73 11.642 834 836 839 rvB3 533838 1001219 3.91% 0.183%
74 11.699 839 841 843 rBV 3432323 3439724 13.42% 0.628%
75 11.802 848 850 851 rvv 2596848 3391615 13.24% 0.619%

76 11.859 851 855 856 rvv2 2508492 3918093 15.29% 0.715%
77 11.893 856 858 859 rvv 3772723 4479521 17.48% 0.817%
78 11.928 859 861 864 rvv3 1960673 4223307 16.48% 0.770%
79 11.996 864 867 870 rvv3 2759237 6407100 25.00% 1.169%
80 12.053 870 872 874 rVV3 2457421 5024421 19.61% 0.917%

81 12.099 874 876 878 rvV 5386612 8972649 35.01% 1.637%
82 12.168 878 882 886 rvB4 1963388 5299344 20.68% 0.967%
83 12.248 886 889 894 rBV6 1704923 4571179 17 .84% 0.834%
84 12.339 894 897 899 rVvV 4885224 7547436 29.45% 1.377%
85 12.431 902 905 907 rVvV 2457523 3696714 14.43% 0.674%

86 12.511 910 912 914 rBV 1949086 2626394 10.25% 0.479%
87 12.545 914 915 917 rVB2 679554 931874 3.64% 0.170%
88 12.739 929 932 934 rBV 2422289 2656009 10.36% 0.485%
89 12.853 940 942 943 rBV 2580878 2357943 9.20% 0.430%
90 12.888 943 945 947 rVB 3066692 3280786 12.80% 0.599%

91 13.013 953 956 959 rBv4 673847 1343479 5.24% 0.245%
92 13.162 967 969 971 rvVv 692986 958918 3.74% 0.175%
93 13.916 1032 1035 1037 rBV2 2184968 3806225 14.85% 0.694%
94 14.408 1074 1078 1084 rVB4 305643 940320 3.67% 0.172%
95 14.934 1121 1124 1129 rBV 1406146 2743424 10.71% 0.501%

96 15.208 1146 1148 1151 rVB 659577 1029408 4.02% 0.188%
97 15.265 1151 1153 1156 rVB 977211 1451153 5.66% 0.265%
98 15.322 1156 1158 1160 rBV 758871 1240710 4.84% 0.226%
99 16.671 1273 1276 1280 rVB2 431349 799230 3.12% 0.146%
100 17.071 1308 1311 1315 rBV 337953 730312 2.85% 0.133%

Sum of corrected areas: 548136067
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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\BF121616\

BF091692.D

17 Dec 2016 00:13

UM/SsJ

H6125-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF091692.D
1.5e+07
1e+07
5000000
b m
e a4
Time--> 2.50 3.00 3.50 4.00 4.50 sm
Abundance TIC: BF091692.D
854 5o, 914 9,58
1.5e+07 i 9 26 9 92
8.3/
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103
12.10 12.34
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Abundance TIC: BF091692.D
1.5e+07
1e+07
5000000
13.92
14.93
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0 AN
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown4.94 Concentration Rank 18

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

4.94 57.46 ng 3539930 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 38
2 Cyclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 27
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 27
4 3-Octanol 130 C8H180 020296-29-1 25
5 2(1H)-Pyrimidinone, 4-amino- 111 C4H5N30 000071-30-7 25

Abundance Scan 250 (4.944 min): BF091692.D (-247) (-) m/z 43.10 100.00%
48
59 111
5000 69
83 101 460 4.80 500 5.20
o...,....,....,..3.6.|,.'.'..?¥.H,...-.;....,.|...?.1..:,|....,.-...,.1.?‘?,... m/z 59.10  56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11237: Cyclohexane, 1,1,3-trimethyl-
111
69

5000

460 4.80 5.00 5.20
m/z 111.10 54.40%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
%5 460 4.80 5.00 5.20
5000 4 m/z 69.10 43.04%
27 126
s 48 | 62 | 76 83 973104
R R R o o e RN n s o e E SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11236: Cyclohexane, 1,3,5-trimethyl-
69 111 4.60 4.80 5.00 5.20
m/z 41.10 26.64%
5000 =°
41 126
27 83
SN S T SR - N oA N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Ethyl-4-methylcyclohexane Concentration Rank 10

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

5.79 93.48 ng 5759570 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Ethvl-4-methvilcvclohexane 126 C9H18 003728-56-1 90
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 87
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-78-8 87
4 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 83
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 83

Abundance Scan 324 (5.790 min): BF091692.D (-320) (-) m/z 97.10 100.00%
55 9r
5000
41 69
‘ | 62 | 81 1y 126 140 5.40 5.60 5.80 6.00 6.20
Obrrprrrrprrrrprrrdbhee el 824l b M Bl 140 1 Tn/z 0 55,10 84.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11214: 1-Ethyl-4-methylcyclohexane
55 97
5000
540 560 5.80 6.00 6.20
41 69 126 m/z 41.10 28.89Y%
zﬂ 34 |, 48 | ‘ 8 9 | 104111118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
540 560 5.80 6.00 6.20
5000 41 m/z 69.10 25.79%
69 81 126
48 89 104111119 | 135
Wmmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11263: Cyclohexane, 1-ethyl-2-methyl-, trans-
55 o7 540 560 5.80 6.00 6.20
m/z 56.10 15.12%
5000
41
29 69 81 126
'W'%?'P"UI”"“M'”IJ'“W"JJ;”"“'”'I"JI"'}ﬁ%"I”"I'”'I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Methallylcyclohexane Concentration Rank 9

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

5.93 114.81 ng 7073460 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methallvlcvclohexane 138 C10H18 003990-93-0 64
2 7-Methvlbicvclol4.2.0loctane 124 C9H16 1000210-90-2 58
3 2.4-Hexadiene. (E.Z2)- 82 C6H10 005194-50-3 49
4 trans-1.4-Hexadiene 82 C6H10 007319-00-8 47
5 2-Cyclohexen-1-one, 4,5-dimethyl- 124 C8H120 005715-25-3 43

Abundance Scan 336 (5.927 min): BF091692.D (-333) (-) m/z 82.10 100.00%
67 V)
55
41
5000
| P 105 5.60 5.80 6.00 6.20
126 : : : :
..,....,....,....;.'...,l:'“:,..l!."!.??:',- :~..,~..|.:',..|..',1.1.:?.,-..-:.,....1,‘.‘.2..,. m/z 67.10  90.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #16267: Methallylcyclohexane
55
67
82
5000 41
5.60 5.80 6.00 6.20
- ‘ m/z 55.10 72.53%
138
"P"'I”'hh"”ﬁ*”"ﬁtl'I”“lI'”““L"W'??'P"'P"'%%%'I"”I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
67 82
5.60 5.80 6.00 6.20
5000 a 54 m/z 81.10 65.29%
27
S 100 124
mmmmmmﬂwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1200: 2,4-Hexadiene, (E,2)-
67 5.60 5.80 6.00 6.20
m/z 41.10 62.61%
5000 82
41
27 53
”I}?I”jﬁ”'wl”ﬁdmW'MlP”Jm“”l””I”'W'”W'”'P”'P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 16

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

5.98 62.25 ng 3835470 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 72
2 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 53
3 Decane. 2-methvl- 156 C11H24 006975-98-0 50
4 Decane 142 C10H22 000124-18-5 47
5 2-Bromononane 206 C9H19Br 002216-35-5 47

Abundance Scan 341 (5.984 min): BF091692.D (-339) (-) m/z 57.10 100.00%
43 97
5000 71
99 USRI,V S VIR A Y
560 5.80 6.00 6.20 6.40
113
— 127142 m/z 43.10  90.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18440: Octane, 2,7-dimethyl-
43 57
5000
560 5.80 6.00 6.20 6.40
29 85 99 m/z 41.10 48.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
5.60 5.80 6.00 6.20 6.40
5000 m/z 71.10 48.33%
85
29
99113128 155160 211 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27126: Decane, 2-methyl-
43 57 560 5.80 6.00 6.20 6.40
m/z 55.10 30.88%
5000
29 85
‘ | L ‘ 9\9 1:\}3 141 156 A
m/z--> 20 40 65 éo 100 120 140 160 180 200 220 240 260 280 560 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Cyclohexane, propyl- Concentration Rank 4

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

6.03 193.08 ng 11895800 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 60
2 Ethanone. 1-(l-methvlcvclopentvl)- 126 C8H140 013388-93-7 38
3 1-Pentene. 2.3.3-trimethvl- 112 C8H16 000560-23-6 38
4 4-Nonene 126 C9H18 002198-23-4 30
5 trans--4-Nonene 126 C9H18 010405-85-3 30

Abundance Scan 345 (6.030 min): BF091692.D (-343) (-) m/z 83.10 100.00%

55 83
41
71
5000
97 126

63 113 2 560 5.80 6.00 6.20 6.40
ol 14 m/z 55.10 96.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11171: Cyclohexane, propyl-
55 83
41

5000 ....,.... SRR A SERREE
5.60 5.80 6.00 6.20 6.40

»7 126 m/z 57.10 88.38%

15\\\‘\\‘97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
83

R s e R R S

5 560 580 6.00 6.20 6.40

5000 m/z 41.10 69.63%
41
67 126
27 93 111
mmmwﬂwmmm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6579: 1-Pentene, 2,3,3-trimethyl-

55 83 5.60 5.80 6.00 6.20 6.40

m/z 43.10 57.97%

5000 41
27
O O A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 5.80 600 6.20 6.40

8270-BF120916.M Tue Dec 20 04:44:05 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 6 Octane, 2,3-dimethyl- Concentration Rank 19

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

6.09 47.01 ng 2896550 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 72
2 Heptane. 3-ethvl- 128 C9H20 015869-80-4 64
3 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 56
4 Hexane. 4-ethvl-2-methvl- 128 C9H20 003074-75-7 50
5 Heptane, 4-propyl- 142 C10H22 003178-29-8 50

Abundance Scan 350 (6.087 min): BF091692.D (-348) (-) m/z 57.10 100.00%
g7
. 7 W\/\/\/L/\WW
71 98 L B R
85 580 6.00 620 6.40
113
o..,....,....,....',.'...,..'!:,....',|....,....,....|,....,....,..1?]7,....1,‘.‘.2..,. m/z 43.10 47.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18445: Octane, 2,3-dimethyl-
57
5000 43 IS SRR SRR AU L
5.80 6.00 6.20 6.40
98 m/z 41.10 29.53%
15 M Al 1, ﬂ 85 . 113 127 142
e 5 B E e T B % 1 1o 1 130 1k
Abundance
57
5.80 6.00 6.20 6.40
5000 43 m/z 98.10 22.62%
98
29 70
85 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18492: Hexane, 3-ethyl-2,5-dimethyl-
57 5.80 6.00 6.20 6.40
m/z 71.10 19.36%
43
5000
71
i L 8 % us 142
m/z--> 10 20 30 45 50 60 75 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

8270-BF120916.M Tue Dec 20 04:44:05 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.12 Concentration Rank 8

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

6.12 122.82 ng 7567070 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene. 1-isopropvl-4.5-di... 138 C10H18 007712-74-5 35
2 2-1sopropvlimidazole 110 C6H10N2 036947-68-9 30
3 5.7-Octadien-3-ol. 2.4.4.7-tetra... 182 C12H220 077142-78-0 27
4 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 22

Abundance Scan 353 (6.121 min): BF091692.D (-351) (-) m/z 95.10 100.00%
9
55
20 81
5000 123
a1 111
140 5.80 6.00 6.20 6.40
R e m/z 55.10 70.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16371: Cyclopentene, 1-isopropyl-4,5-dimethyl-
95
5000 81 123 EAARRARSI NSRS RARSERAREY
a1 &7 5.80 6.00 6.20 6.40
27 55 138 m/z 81.10 60.04%
— | |‘l‘| '|' I\I“I\I |“=“| IHI‘\I I‘IHI | |19?| | l — "I —T | —— | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95
5.80 6.00 6.20 6.40
5000 m/z 70.10 52.81%
4 110
15 27 54 69 g2
mz-> 20 40 60 80 100 120 140 160 180
Abundance #44084: 5,7-Octadien-3-ol, 2,4,4,7-tetramethyl-, (E)-
9% 110 5.80 6.00 6.20 6.40
m/z 123.10 42 .66%
5000
a3 .
29 ‘ ‘ 81
el Ml L 328 130349 a7 s
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40

8270-BF120916.M Tue Dec 20 04:44:06 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Benzene, propyl- Concentration Rank 7

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

6.24 166.73 ng 10272700 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Propanenitrile. 3-I(phenvimethvl... 160 C10H12N2 000706-03-6 59
3 1.2-Ethanediamine. N.N"-bis(phen... 240 C16H20N2 000140-28-3 59
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 53
5 Isoxazolidin-3-one-4-amine, N,N"... 370 C19H18N206 032296-75-6 38

Abundance Scan 363 (6.236 min): BF091692.D (-359) (-) m/z 91.05 100.00%
q1
5000
57 120 I B U |
4f | % 78 105 155 6.00 6.20 6.40 6.60
Obrprrrrprrrbere ettt e ey || M/z 120.10 23 75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9109: Benzene, propyl-
91
5000 IEREE SRS RN L
6.00 6.20 6.40 6.60
120 m/z 57.10 20.24%
27 3 51 6 78 105
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
91
" 600 620 6.40 6.60
m/z 43.10 13.76%
5000 120 (
65
42 51 77 104 130 160
WWWTWWTWWWWW
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #82555: 1,2-Ethanediamine, N,N-bis(phenylmethyl)- B R
91 6.00 6.20 6.40 6.60
m/z 65.00 11.19%
5000 120
65
39 51 77 | 106 | 135 149
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60

8270-BF120916.M Tue Dec 20 04:44:06 2016

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Hexene, 3,3,5-trimethyl- Concentration Rank 6

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

6.32 171.38 ng 10559000 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 53
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 52
3 1l-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 50
4 Cvclooctane. methvl- 126 C9H18 001502-38-1 50
5 Heptane, 4-methylene- 112 C8H16 015918-08-8 43

Abundance Scan 370 (6.316 min): BF091692.D (-367) (-) m/z 69.10 100.00%
69
55
5000 41 125
83 11 VaA VAV S
| ‘ 1N 97 140 6.00 6.20 6.40 6.60
Ol e et e e e m/z 55.10 59.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11205: 1-Hexene, 3,3,5-trimethyl-
69
41
5000 55 USSR SRR AR SR
6.00 6.20 6.40 6.60
7 83 m/z 70.10 48.40%
"|“"|'“t“"“hlk"v“'k?2'wr“"|jh'?}'?ﬁ"'}}%"|}?§|'“'l"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
4 56 USSR SRR SRR SR
11 6.00 6.20 6.40 6.60
5000 m/z 125.10 41.13%
27
83 126
49 01 %
mmwmﬁrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6543: 1-Hexene, 3,3-dimethyl-
69 6.00 6.20 6.40 6.60
m/z 41.10 39.53%
41 g
5000
27
83 97
'w'%?w"jm'"Wlh'w“t”w"Jw"'w'l'w"ml"“ﬁ%?“l"'w'"w"'w USSR SRR AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

8270-BF120916.M Tue Dec 20 04:44:07 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.56 Concentration Rank 2

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

6.56 336.33 ng 20721600 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Xenon 132 Xe 007440-63-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 391 (6.556 min): BF091692.D (-386) (-) m/z 132.00 100.00%
132
5000
e
104 139 6.20 6.40 6.60 6.80
...,....",||.|'..4.8,- | .:M'.... 90” Met2 125 Nt 12 Tm/z 68.10  47.57%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 33.64%
34\‘ 60| [0 8 | 105 | 124
mz-> 30 40 s'o & 70 80 % 100 110 120 1:'30 140 150 160
Abundance
132
620 640 6.60 680
5000 m/z 55.10 33.05%
66
124
wwmmﬁwmwwmwwﬁ
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13679: 5-Fluoro-2-chloropyrimidine BB R
132 6.20 6.40 6.60 6.80
m/z 83.10 30.30%
5000
33 44 o g7 105
78
"w'"'|“"?%"ﬁ?"'l“'ll'ﬁql"j'v'kh }}ﬁl""l“"l"“l""l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80

8270-BF120916.M Tue Dec 20 04:44:07 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
665 81.76 ng 5037640  1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexane. i1-methyl-2-propyl- 140 CI0H20 004291-79-6 83
2 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 80

1000158-54-3 64
002207-03-6 64

3 Cvclohexane. 1-isopropvl-3-methy... 140 C10H20
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16

5 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 59
Abundance Scan 399 (6.647 min): BF091692.D (-395) (-) m/z 97.10 100.00%
97
55
5000
6.40 6.60 6.80 7.00
0 m/z 55.10 81.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17369: Cyclohexane, 1-methyl-2-propyl-
55 97
5000 LIS I L L L L L L L
41 6.40 6.60 6.80 7.00
i 69 m/z 69.10 39.75%
83 ‘ 140
SN S S [ | SO O~ - RE—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
e e R R
6.40 6.60 6.80 7.00
5000 m/z 41.10 28.47%
41
27 69
15 81 89 111 126
mmmmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17404: Cyclohexane, 1-isopropyl-3-methyl-, trans- A WA B e
55 6.40 6.60 6.80 7.00
97 m/z 81.10 23.44%
5000
41 69 81
29 140
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

8270-BF120916.M Tue Dec 20 04:44:08 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 4-Isopropyl-1,3-cyclohexane... Concentration Rank 3

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

7.07 216.43 ng 13334600 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-I1sopropvl-1.3-cvclohexanedione 154 C9H1402 062831-62-3 64
2 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 62
3 Nonane. 2-methvIl-3-methvlene- 154 C11H22 055499-08-6 49
4 Cvclopentane. propvl- 112 C8H16 002040-96-2 46
5 4-Decene, 5-methyl-, (E)- 154 C11H22 062338-51-6 43

Abundance Scan 436 (7.070 min): BF091692.D (-430) (-) m/z 69.10 100.00%
69
a1 O
5000
680 7.00 7.20 7.40
o m/z 55.10 83.35%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26397: 4-1sopropyl-1,3-cyclohexanedione
69
41 33
55 112
5000 U UL L L I
6.80 7.00 7.20 7.40
97 154 m/z 41.10 77 .23%
"|“"|“'Jl““'w”jlh'ﬂhh“'ﬁu”“l“”t|“'“J“"|}%§w'}ﬁ?"w"”l'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
55 T
4l 6.80 7.00 7.20 7.40
5000 34 m/z 43.10 74.02%
29
97 111 139 134
125
mmmﬂwmmmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25868: Nonane, 2-methyl-3-methylene- L e e
69 6.80 7.00 7.20 7.40
56 m/z 57.10 66 .35%
41
5000
84
29 ‘ 154
Y A 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-BF120916.M Tue Dec 20 04:44:08 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Naphthalene, decahydro-, tr... Concentration Rank 5

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

7.20 189.66 ng 11685000 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 90
3 1.17-Bicvclopentvl 138 C10H18 001636-39-1 83
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 74
5 Cyclohexene, 1l-methyl-4-(1-methy... 138 C10H18 001195-31-9 68

Abundance Scan 447 (7.196 min): BF091692.D (-444) (-) m/z 67.10 100.00%
67
138

5000

6.80 7.00 7.20 7.40 7.60

0 m/z 138.20 76.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #16315: Naphthalene, decahydro-, trans-
67
138
a1 82 96
5000
55 6.80 7.00 7.20 7.40 7.60
27 109 m/z 68.10 75.47%
..,.1.?.,...‘i‘,....;i‘...,u‘.;.,..‘l.‘...M‘H...,‘.w.‘.,....‘;....}?‘.:?. I
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance
67 96 138
81 IIIIIIIIIIIIIIIIIIIIIII
6.80 7.00 7.20 7.40 7.60
5000 41 o m/z 96.10 65.13%
109
27
123
WTWTWWTWWTWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance #16259: 1,1'-Bicyclopentyl e B
68 6.80 7.00 7.20 7.40 7.60
0
82 96 m/z 82.10 64 .33%
5000 41
138
55 109
27
..,”..P.Jﬂp..h:u“,u”. o p.uﬂut.wfii,.“.‘.”.fﬁ?....q..“,.“.,.”.,“. e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 6.80 7.00 7.20 7.40 7.60

8270-BF120916.M Tue Dec 20 04:44:08 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown7.61 Concentration Rank 11

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

7.61 90.83 ng 17798300 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 41
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 38
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 38
4 Undecane. 4-methvl- 170 C12H26 002980-69-0 38
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 38

Abundance Scan 483 (7.607 min): BF091692.D (-478) (-) m/z 71.10 100.00%
57
43
81 152
5000
97
137 N
110 127 170 7.20 7.40 7.60 7.80 8.00
MY PSSR R VIR R Y R— m/z 57.10 90.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36179: Decane, 3,7-dimethyl-
43 57
71
5000 ISR R LR R
29 85 7.20 7.40 7.60 7.80 8.00
m/z 43.10 74 .75%
J il w 99 133 127 141 155 179

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
71 U P R R
7.20 7.40 7.60 7.80 8.00
5000 m/z 41.10 70.02%
85
29
* 113 126 141 ' 168 183 108
m/z--> 2I0 4I0 6I0 8I0 l(I)O 12IO 14'10 liliO 180 2(I)0
Abundance #24310: trans-Decalin, 2-methyl- I RREEEEEES T
81 7.20 7.40 7.60 7.80 8.00
67 m/z 81.10 58.18%
41 55 9% 152
5000
137
29 109
Ll |
'I'”'Im'Jblﬁm”w*'"I""P"'W""I”"I""I' U PRI R R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00

8270-BF120916.M Tue Dec 20 04:44:09 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 1-Methylbicyclo[3.3.0]Joctan... Concentration Rank 12

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

7.72 84.22 ng 16503300 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlbicvclol3.3.0loctane-3.7... 152 C9H1202 021170-08-1 72
2 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 64
3 Cvclohexane. undecvl- 238 C17H34 054105-66-7 64
4 Cvclohexane. eicosvl- 364 C26H52 004443-55-4 64
5 Cyclohexane, 1,1"-(1,4-butanediy... 222 C16H30 006165-44-2 64

Abundance Scan 493 (7.722 min): BF091692.D (-489) (-) m/z 83.10 100.00%

5000

152 R e R R RaE
97 7.40 7.60 7.80 8.00
112 137

o 125 167 182 m/z 82.10 71.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #24871: 1-Methylbicyclo[3.3.0]octane-3,7-dione

55
83
5000 e 7.40 7.60 7.80 8.00
152 : : : <

m/z 55.10 66 .09%

| ‘ | 9f 109 124137
[l I LI | [l | | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 83
R R Rl
7.40 7.60 7.80 8.00
5000 a1 m/z 67.10 31.97%
67
27 126
15 97 111
ARA s o e R R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81257: Cyclohexane, undecyl- R e R R RaE
83 7.40 7.60 7.80 8.00
m/z 41.10 28.97%
55
5000
41
29
m“ﬁhw?mmmm 238
A R e L R ma s o e S R R Rl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

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

7.84 68.60 ng 13443500 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 81
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 81
4 Benzene. 1-methvl-2-(l-methvleth... 134 C10H14 000527-84-4 81
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 81

Abundance Scan 503 (7.836 min): BF091692.D (-500) (-) m/z 119.10 100.00%
119
5000 134
o1 l
39 51 65 77 103 145 7.60 7.80 8.00 8.20
) AN A R Y P | St gl T 180180 1 h757134.10  40.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14361: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.60 7.80 8.00 8.20
o1 m/z 117.10 25.63%
15 27 5L 65 77 |18
mz-> 20 40 60 8 100 120 140 160 180
Abundance
119
7.60 7.80 8.00 8.20
5000 m/z 91.10 20.83%
134
91
15 27 41 51 65 77 105
mz-> 20 40 60 8 100 120 140 160 180
Abundance #14356: Benzene, 1,2,3,5-tetramethyl- R o R IEREE
119 7.60 7.80 8.00 8.20
m/z 115.10 13.32%
134
5000
s s s |
| L Ll [ Ll Ll |
m/z--> 20 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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, 1,2,3,4-tetrah... Concentration Rank 20

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

7.93 45.27 ng 8870580 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 83
2 lIsoaquinoline. 1.2.3.4-tetrahvdro- 133 C9H11N 000091-21-4 52
3 Propanoic acid. 2-methvl-. 2-phe... 192 C12H1602 000103-48-0 43
4 2H-Inden-2-one. 1.3-dihvdro- 132 C9H80 000615-13-4 43
5 Propanoic acid, 2,2-dimethyl-, 2... 206 C13H1802 067662-96-8 38

Abundance Scan 511 (7.927 min): BF091692.D (-508) (-) m/z 104.10 100.00%
104
57
5000 01 132
43 69 78 117
148 165 184 7.60 7.80 8.00 8.20
of m/z 57.10 54 _.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13612: Naphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132 AR RN U AR
7.60 7.80 8.00 8.20
m/z 91.10 46 .56%
39 51 65 718 117
A N |
RS UL L L N WL UL LR WL UL S

m/z--> 20 40 60 80 100 120 140 160 180

Abundance
104 132
R R ma AR
7.60 7.80 8.00 8.20
5000 m/z 132.10 42 .30%
78
117
51
39 65 91
— el et
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50387: Propanoic acid, 2-methyl-, 2-phenylethyl ester
104 7.60 7.80 8.00 8.20
m/z 133.10 27 .73%
5000 43
27 71 91
-
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 17

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

8.32 60.29 ng 11814500 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 70
2 Cvclobutane. 1-butvl-2-ethvl- 140 C10H20 1000150-67-3 64
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 60
4 3-Tridecene. (E)- 182 C13H26 041446-57-5 58
5 6-Tridecene, (2)- 182 C13H26 006508-77-6 58

Abundance Scan 545 (8.316 min): BF091692.D (-539) (-) m/z 57.10 100.00%
69
5000
800 820 8.40 8.60
m/z 69.10 96 .84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44161: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 AN S R R
29 83 8.00 820 8.40 8.60
112 126 182 m/z 55.10 75 .58%
| T
||||||||‘|‘|||“|‘||‘l‘|||“|‘||‘l‘|||||||‘||]|-3|9||||||‘||||‘||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41 55 69
27 '8.00 820 840 860
5000 84 m/z 56.10 67 .79%
9 112
125 140
mz-> 2 40 60 80 100 120 140 160 180 200
Abundance #11273: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... B RAmEE R
55 6 8.00 820 8.40 8.60
a m/z 41.10 60 .54%
97
5000
83 111 126
27 ‘
'}?I'”'I"'I”"I""P"'I"”I""I'”'I""I' USSR SRR AR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091692.D

Aca On : 17 Dec 2016 00:13

Operator : UM/SJ

Sample : H6125-01

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 Octane, 2,3,7-trimethyl- Concentration Rank 15

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

8.54 66.99 ng 13128000 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3.7-trimethvl- 156 C11H24 062016-34-6 83
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 78
3 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 72
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 72

Abundance Scan 565 (8.544 min): BF091692.D (-562) (-) m/z 57.10 100.00%
57 71
43
5000
g5 . 113 820 8.40 860 8.80
125 145 : : : :
Ol L 30, LT, DS 160 176188198 1 /o 71 10 87.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27140: Octane, 2,3,7-trimethyl-
43 7
71
5000 SR R R A
8.20 8.40 8.60 8.80
- m/z 43.10 56.69%
113
T |'ht N "L\ — '|??"91 "l"l¥2§"l Y SN Y B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 o 820 8.40 860 880
5000 m/z 41.10 26.75%
29 113
15 8 o7 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27133: Nonane, 2,6-dimethyl- B BEmma B B
43 8.20 8.40 8.60 8.80
S m/z 56.10 20.35%
5000
29
Tl T Wy
m/z--> 20 40 60 80 100 120 140 160 180 200 820 840 860 880
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF121616\

Data File : BF091692.D

Acq On : 17 Dec 2016 00:13

Operator : UM/SJ

3?22'6 i H6125-01 SB-49(11-13)-12-14-16
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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]
unknown4 .94 4.94 57.5 ng 3539930 1 6.78 1232240 20.0
1-Ethyl-4-methylc. .. 5.79 93.5 ng 5759570 1 6.78 1232240 20.0
Methal lylcyclohexane 5.93 114.8 ng 7073460 1 6.78 1232240 20.0
Octane, 2,7-dimet... 5.98 62.3 ng 3835470 1 6.78 1232240 20.0
Cyclohexane, propyl- 6.03 193.1 ng 11895800 1 6.78 1232240 20.0
Octane, 2,3-dimet... 6.09 47.0 ng 2896550 1 6.78 1232240 20.0
unknown6 .12 6.12 122.8 ng 7567070 1 6.78 1232240 20.0
Benzene, propyl- 6.24 166.7 ng 10272700 1 6.78 1232240 20.0
1-Hexene, 3,3,5-t... 6.32 171.4 ng 10559000 1 6.78 1232240 20.0
unknown6 .56 6.56 336.3 ng 20721600 1 6.78 1232240 20.0
Cyclohexane, 1-me... 6.65 81.8 ng 5037640 1 6.78 1232240 20.0
4-1sopropyl-1,3-c... 7.07 216.4 ng 13334600 1 6.78 1232240 20.0
Naphthalene, deca... 7.20 189.7 ng 11685000 1 6.78 1232240 20.0
unknown7 .61 7.61 90.8 ng 17798300 2 8.09 3919150 20.0
1-Methylbicyclo[3... 7.72 84.2 ng 16503300 2 8.09 3919150 20.0
Benzene, 1,2,4,5-._.. 7.84 68.6 ng 13443500 2 8.09 3919150 20.0
Naphthalene, 1,2,... 7.93 45.3 ng 8870580 2 8.09 3919150 20.0
Cyclohexane, 2-bu... 8.32 60.3 ng 11814500 2 8.09 3919150 20.0

2

Octane, 2,3,7-tri... 8.54 67.0 ng 13128000 8.09 3919150 20.0
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