LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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

2.532 32 39 43 rBV2 243649 721387 6.35% 0.479%
2.887 62 70 80 rBv2 268350 858199 7.56% 0.570%
90 rBv2 282819 732692 6.45% 0.487%
3.367 107 112 118 rVB3 70342 270987 2.39% 0.180%
3.504 118 124 129 rBV2 289496 779187 6.86% 0.518%

abrwNPE
w
o
\l
o
(e}
o
o
(0}

3.607 129 133 137 rVB3 88459 242577 2.14% 0.161%
3.687 137 140 143 rBV 94063 243628 2.15% 0.162%
150 rVB2 153206 342548 3.02% 0.228%
3.858 150 155 158 rBV2 516788 1200116 10.57% 0.798%
3.915 158 160 164 rVB 181983 310888 2.74% 0.207%

QOO ~NO®
w
\l
N
N
=
N
w
=
N
)]

11 4._.030 167 170 173 rBV2 384008 708145 6.24% 0.471%
12 4.098 173 176 179 rBV 349096 643564 5.67% 0.428%
13 4._.258 186 190 196 rBV2 1368230 3135932 27.62% 2.084%
14 4.373 196 200 204 rBV2 731168 1231705 10.85% 0.819%
15 4.441 204 206 208 rBV 155299 245380 2.16% 0.163%

16 4.476 208 209 212 rvB2 200751 280962 2.47% 0.187%
17 4.544 212 215 218 rBv2 308873 630692 5.56% 0.419%
18 4.601 218 220 222 rBV 349553 524200 4.62% 0.348%
19 4.647 222 224 226 rVB2 203913 283120 2.49% 0.188%
20 4.727 226 231 233 rBV 2255583 3732092 32.87% 2.481%

21 4.773 233 235 236 rBV 418031 708829 6.24% 0.471%
22 4.818 236 239 243 rVB3 2512504 4350806 38.32% 2.892%
23 4.887 243 245 248 rBV2 2067631 4065278 35.81% 2.702%
24 4.933 248 249 254 rVB3 1069883 2213637 19.50% 1.471%
25 5.024 254 257 262 rVB3 989057 1858045 16.37% 1.235%

26 5.104 262 264 266 rBV 2443619 3351202 29.52% 2.227%
27 5.230 272 275 278 rVB3 817346 1181402 10.41% 0.785%
28 5.287 278 280 281 rBV2 914827 1335193 11.76% 0.887%
29 5.401 287 290 293 rBV 4829656 7407237 65.24% 4.923%
30 5.493 296 298 300 rBV 2600687 3890561 34.27% 2.586%

31 5.538 300 302 303 rvB 1374578 1613400 14.21% 1.072%
32 5.596 303 307 310 rvB2 1971908 4074290 35.89% 2.708%
33 5.653 310 312 316 rVB 1466567 2123439 18.70% 1.411%
34 5.756 317 321 323 rBV2 5271643 11014871 97.02% 7.321%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 5.801 323 325 328 rBV3 1219744 2105970 18.55% 1.400%

36 5.893 330 333 336 rBY 6921355 11353210 100.00% 7.546%
37 5.961 336 339 340 rBV2 1090940 1940664 17.09% 1.290%
38 5.996 340 342 346 rBV2 4938846 10933907 96.31% 7.267%
39 6.064 346 348 349 rBV 2273497 3074727 27.08% 2.044%
40 6.190 356 359 360 rBV2 2793469 4412616 38.87% 2.933%

41 6.293 365 368 372 rVvV5 3876092 10884361 95.87% 7.234%
42 6.430 376 380 381 rvv2 2135906 4493189 39.58% 2.986%
43 6.464 381 383 385 rvB 2600991 3985251 35.10% 2.649%
44 6.613 394 396 402 rVvB3 1150581 2375582 20.92% 1.579%
45 6.727 402 406 407 rBV3 2137098 5167457 45.52% 3.435%

46 6.784 409 411 416 rVV 2524732 4952372 43.62% 3.292%
47 6.921 421 423 428 rVB4 2188409 6682475 58.86% 4.441%
48 7.162 442 444 452 rBV4 2576627 7685364 67.69% 5.108%
49 7.310 455 457 458 rBV2 1873176 3237924 28.52% 2.152%
50 16.374 1248 1250 1254 rVB 470492 864776 7.62% 0.575%

Sum of corrected areas: 150456036
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF122216\

BF091889.D

22 Dec 2016 16:41

UM/SJ

H6182-07

56 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.5e+07

le+07

5000000

TIC: BF091889.D

253 289307 33B.59aBEIES

0

Time-->

7 T L e
2.50 3.00 3.50 4.00

Abundance

1.5e+07

le+07

5000000

TIC: BF091889.D

0

Time-->

13.00

12.50

11.50 12.00

10.50 11.00

10.00

Abundance

1.5e+07

le+07

5000000

TIC: BF091889.D

16.37

045
Time--> 13.50

-
19.00

18.00

18.50

17.50

17.00

16.00 16.50

15.00

15.50

14.00

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexane, 1,2-dimethyl- Concentration Rank 15

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

4.26 12.66 ng 3135930 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2-dimethvl- 112 C8H16 000583-57-3 97
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 96
3 1H-Pvrazole. 4.5-dihvdro-3.5.5-t... 112 C6H12N2 003975-85-7 76
4 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 64
5 2-Pyrazoline, 1,4,5-trimethyl- 112 C6H12N2 007423-11-2 64

Abundance Scan 190 (4.258 min): BF091889.D (-186) (-) m/z 97.10 100.00%
53.1 97.1
5000
39 }
71.0 4.00 4.20 4.40 4.60
e Ml ) vt 2010 s Ues 10 96.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6572: Cyclohexane, 1,2-dimethyl-
55.0
97.0
5000 HAREE SRR U LR R
4.00 4.20 4.40 4.60
21.0 H m/z 41.10 56.72%
...,....,...,.7..'9,....,.1.1%.‘0,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 97.0
4.00 4.20 4.40 4.60
5000 m/z 56.10 42 .35%
39.0
15.0 71.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6154: 1H-Pyrazole, 4,5-dihydro-3,5,5-trimethyl- e EAREEEEE e
97.0 4.00 4.20 4.40 4.60
m/z 69.10 40.88%
5000 56.0
39
Ty 'wﬁ' SRR ?}'p""l'%l%;q ARV N SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Heptane, 2,6-dimethyl- Concentration Rank 13

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

4.73 15.07 ng 3732090 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.6-dimethvl- 128 C9H20 001072-05-5 91
2 Octane. 2-methvl- 128 C9H20 003221-61-2 81
3 3-EthvIl-3-methvlheptane 142 C10H22 017302-01-1 59
4 1-Nonene. 4.6.8-trimethvl- 168 C12H24 054410-98-9 59
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 53

Abundance Scan 231 (4.727 min): BF091889.D (-226) (-) m/z 43.10 100.00%
43.1
5000 71.1
113.1 440 4.60 4.80 5.00
Y — ."I~, bl !|. 9r0 | 1291 1649 1849 2071 | n/z 57.10  64.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12281: Heptane, 2,6-dimethyl-
43.0
5000
71.0 4.40 4.60 4.80 5.00
270 m/z 71.10 43.16%
et i L 070 P00200
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
4.40 4.60 4.80 5.00
5000 m/z 41.10 36.93%
71.0
27.0
g0 1301390
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18463: 3-Ethyl-3-methylheptane F T
57.0 4.40 4.60 4.80 5.00
m/z 42.10 26.05%
85.0
5000
410 113.0
}Q?""I”"I"'W""I"”I""I”"I"'W""I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 unknown4.82 Concentration Rank 9

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

4.82 17.57 ng 4350810 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 47
2 Chloroacetic acid. 2-ethvlhexvl ... 206 C10H19CIO2 005345-58-4 45
3 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 43
4 Octane. 3-methvl- 128 C9H20 002216-33-3 38
5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 32

Abundance Scan 239 (4.818 min): BF091889.D (-236) (-) m/z 57.10 100.00%
1

5000
41.1

440 460 4.80 5.00 5.20
m/z 41.10 32.75%

1
112.1 128.2

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12289: Heptane, 2,5-dimethyl-
57.0
5000 430 [TTrr[rrrr[rrrrprrrrrm
290 440 4.60 4.80 5.00 5.20
' 710 m/z 43.10 31.85%
H Ll 1l | 85.0 ‘\ 113.0 1280
T T T T T e T e [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0 70.0
440 4.60 4.80 5.00 5.20
5000 m/z 55.10 23.95%
41.0 83.0
112.0
2r.0 98.0 1290 157.0
memmmfrﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12291: Heptane, 3,5-dimethyl- e
57.0 440 4.60 4.80 5.00 5.20
m/z 83.10 23.51%
5000
43.0
29.0 71.0 99.0
15.0 \ I 850 | 113.0 128.0
,,,,,,, T I T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 11

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

4.89 16.42 ng 4065280 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 86
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 50
3 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 50
4 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 50
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 50

Abundance Scan 245 (4.887 min): BF091889.D (-243) (-) m/z 111.10 100.00%
691 114.1
5000 55.1
41.1 83.1
101.1 4.60 4.80 5.00 5.20
...,....,....,....H."...,.'.I:',...':!....,....,....,-....;!...,.1.2?;}... m/z 69.10 82.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11237: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 410 550
83.0 4.60 4.80 5.00 5.20
27.0 ' m/z 55.10 44 .37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69.0 111.0
5.0 Tabo 4o b0 b0
5000 41.0 m/z 41.10 32.03%
27.0 126.0
15.0 83.0 970
mz-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11208: 1,1,4-Trimethylcyclohexane B e R
69.0 111.0 4.60 4.80 5.00 5.20
m/z 43.10 29.85%
5000 55.0
41.0
29.0 83.0
SN X S R /L AL
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\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 1,1,4-Trimethylcyclohexane Concentration Rank 18

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

4.93 8.94 ng 2213640 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 74
2 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 72
3 Cvclohexane. 1l-ethvl-1.4-dimethyv... 140 C10H20 062238-30-6 64
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 64
5 Cyclohexane, l-ethyl-1,4-dimethy... 140 C10H20 062238-32-8 50

Abundance Scan 249 (4.933 min): BF091889.D (-248) (-) m/z 69.10 100.00%
69.1 111.1
5000 a1l
4.60 4.80 5.00 5.20
20 et 70 Tz 111.10  93.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11212: 1,1,4-Trimethylcyclohexane
69.0 111.0
5000 41.0
4.60 4.80 5.00 5.20
m/z 55.10 43.95%
.1.5.'9.‘l‘. .‘i”...‘.‘,.‘.‘..|‘..9.5.'q..‘l.|.‘...|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0 111.0
460 4.80 500 520
5000 41.0 m/z 70.10 42 .78%
15.0 95.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17399: Cyclohexane, 1-ethyl-1,4-dimethyl-, cis- R A e
69.0 4.60 4.80 5.00 5.20
m/z 41.10 37.79%
111.0
5000
41.0
'“%+9”h“'““”m'rtﬁ%?'ﬁ'|“"|“"w"'w"w"" ISR SRS U SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexane, 1,2,4-trimethy... Concentration Rank 14

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

5.10 13.53 ng 3351200 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 83
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-27-3 64
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 64
4 2.4.6-Trimethvl-1.5-diazabicvclo... 126 C7H14N2 1000283-21-2 64
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 59

Abundance Scan 264 (5.104 min): BF091889.D (-262) (-) m/z 69.10 100.00%
69.1 111.1
431 951
5000
84.1 126.1
| || || o7.1 4.80 5.00 520 5.40
...,....,....,....,....,....,...'.~,....,.'...,...'.,....,!...,....,.... m/z 111.10 99.78%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11272: Cyclohexane, l,2,4—trimethy|—, (1.alpha.,2.beta. 4...
69.0 111.0
55.0
41.0
5000
27.0 126.0 4.80 5.00 5.20 5.40
' m/z 55.10 73.01%
10 ‘ | L Bp° ero
| | | ! [ |
miz--> A N S g e
Abundance
69.0 111.0
5.0 ik 5t 550 Sk
5000 41.0 m/z 43.10 69.19%
27.0 126.0
15.0 83.0 g70
mmﬁﬁmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11223: Cyclohexane, 1,1,3-trimethyl- R A M
69.0 111.0 4.80 5.00 5.20 5.40
m/z 41.10 52.75%
5000 410 950
83.0
27.0
150 || I Al . 95.0 | 1260
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexane, 1,1,2-trimethyl- Concentration Rank 12

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

5.49 15.71 ng 3890560 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 81
2 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 74
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 70
4 Cyclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 62
5 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 46

Abundance Scan 298 (5.493 min): BF091889.D (-296) (-) m/z 69.10 100.00%
69.1
5000
520 540 560 580
0! : m/z 55.10 74.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11228: Cyclohexane, 1,1,2-trimethyl-
41.0 69.0
5000 111.0 E R R R
520 5.40 5.60 5.80
m/z 56.10 55.62%
|||||||||||||||||||9|1|.0||||||:|I-?h|.9|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 69.0
111.0 RS R S L
520 5.40 5.60 5.80
5000 m/z 41.10 50.31%
85.0 127.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11233: Cyclohexane, 1,2,4-trimethyl- T
69.0 520 5.40 5.60 5.80
1110 m/z 111.10 45.23%
5000 41.0
|1|5|.0|||||||||||||||8$.|0|||||||:|I-?|.9|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80

8270-BF122116.M Fri Dec 23 17:16:19 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexene, 3-methyl- Concentration Rank 10

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

5.60 16.45 ng 4074290 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 59
2 Cvclobutane. (1-methvlethvlidene)- 96 C7H12 001528-22-9 50
3 1-Chloro-4-methvlcvclohexane 132 C7H13ClI 000931-68-0 50
4 Cvclopentane. l1l-methvl-2-methvlene- 96 C7H12 041158-41-2 50
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 40

Abundance Scan 307 (5.596 min): BF091889.D (-303) (-) m/z 81.10 100.00%
81.1
5000
95.1
411 551 67|1
109.1 124.1 520 540 5.60 5.80 6.00
o..,....,....,....|,|.'...,.'!|.|.,...!' -'-I...,....,....,....,....,.?.3?,.2... m/z 95.10  32.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2824: Cyclohexene, 3-methyl-
81.0
5000 AR LN LR LS
270 390 g5, 680 96.0 520 540 560 580 6.00

m/z 96.10 27 .88%

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

81.0

5.20 5.40 5.60 5.80 6.00

5000 m/z 67.10 27 .42%

270 390 530 70 96.0

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

Abundance #13937: 1-Chloro-4-methylcyclohexane

81.0 5.20 540 5.60 5.80 6.00

m/z 82.10 20.82%
5000
55.0
41.0 ‘ 67.0 96.0
27.0
280 T e e 320

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80 6.00

8270-BF122116.M Fri Dec 23 17:16:19 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 2-Decene, 4-methyl-, (2)- Concentration Rank 19

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

5.65 8.58 ng 2123440 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Decene. 4-methvl-. (2)- 154 C11H22 074630-30-1 53
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 50
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 50
4 (RY-(+)-3-Methvilcvclopentanone 98 C6H100 006672-30-6 43
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43

Abundance Scan 312 (5.653 min): BF091889.D (-310) (-) m/z 69.10 100.00%
69.1
55.1
5000 411 84.1 111.1
98.1 -~
I‘I‘ Ih 1231 1402 5.40 560 5.80 6.00

SNMNNNNNNNN. || S _— ...'.,..|..,..|.l~,....,'.-...,.'.-..,....,-....,....,.. m/z 70.10 61.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25859: 2-Decene, 4-methyl-, (2)-

69.0

41.0
5000 56.0 LI L L L B

5.40 560 5.80 6.00
84.0 m/z 55.10 55.10%
29.0
\

1l i | 97.0 111.0 15609390 154.0

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

Abundance
69.0
R RS EEE R
41.0 55.0 111.0 5.40 5.60 5.80 6.00
5000 m/z 56.10 40.41%
83.0
27.0 126.0
15.0 98.0
Wmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17331: 2-Octene, 2,6-dimethyl- i Eamaa e
69.0 540 5.60 5.80 6.00
m/z 84.10 40.37%
5000 550
43.0 830 140.0
29.0 ‘ -
111.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 5.60 5.80 6.00

8270-BF122116.M Fri Dec 23 17:16:20 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Cyclohexane, l-ethyl-2-methyl- Concentration Rank 2

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

5.76 44 _48 ng 11014900 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 81
2 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 72
3 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 72
4 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 59
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 59

Abundance Scan 321 (5.756 min): BF091889.D (-317) (-) m/z 97.10 100.00%
55.1 97.1
5000
411 69.1
81.1 126.1 5.40 5.60 5.80 6.00
S O P Y= M B o o~ B To M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11242: Cyclohexane, 1-ethyl-2-methyl-
55.0 97.0
5000 AN IR UL S
410 5.40 5.60 5.80 6.00
69.0 m/z 41.10 32.96%
29.0 126.0
"I"JJI"'jiM"'IJ'“'I"'JI'"éfﬁ?"l""l" %ﬁ%.e'l"l'l""l""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
540 560 580 600
5000 41.0 m/z 69.10 32.63%
69.0
126.0
81.0 111.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11214: 1-Ethyl-4-methylcyclohexane R A o
55.0 97.0 5.40 5.60 5.80 6.00
m/z 56.10 16.78%
5000
41.0 69.0 126.0
27.0 81.0
“I”Jh'”jﬁh”I”LW'““V'”I“'W'“'P'}ﬁ%R'P'”I“'W'”'P LN IR UL S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00

8270-BF122116.M Fri Dec 23 17:16:21 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 unknown5.80 Concentration Rank 20

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

5.80 8.50 ng 2105970 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 38
2 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 25
3 Octane. 2.3-dimethvyl- 142 C10H22 007146-60-3 22
4 Heptane. 3-ethvl- 128 C9H20 015869-80-4 22
5 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 22

Abundance Scan 325 (5.801 min): BF091889.D (-323) (-) m/z 57.10 100.00%
57.1 971
5000 431
| 7|ﬁ1 gs1 || ML o 540 560 5.80 6.00 6.20
Ol el e e e e 22 | m/z 97.10  81.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6639: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
5000
41.0 112.0 540 5.60 5.80 6.00 6.20
27.0 69.0 ' m/z 55.10 71.72%
15'0 ‘\ ‘ RN \‘\ 83\‘0 | L
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
450 540 560 580 6.00 620
5000 ’ m/z 43.10 46 .49%
29.0 71.0
850 980 4134 142.0
wﬁwmmwmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18445: Octane, 2,3—dimethy|— | L L L N L L N L
57.0 5.40 5.60 5.80 6.00 6.20
m/z 41.10 35.31%
5000 43.0
710 98.0
15.0 ‘\ “‘ 1, ‘\\ 85.0 | 113.0 127.0 142.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 580 6.00 6.20

8270-BF122116.M Fri Dec 23 17:16:21 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 12 7-Methylbicyclo[4.2.0]octane Concentration Rank 1

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

5.89 45.85 ng 11353200 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvibicvclol4.2.0Tloctane 124 C9H16 1000210-90-2 53
2 1-Pentadecvne 208 C15H28 000765-13-9 43
3 Cvclohexaneethanol 128 C8H160 004442-79-9 43
4 1.4-Pentadiene. 2-methvl- 82 C6H10 000763-30-4 38
5 1-Dodecyne 166 C12H22 000765-03-7 38

Abundance Scan 333 (5.893 min): BF091889.D (-330) (-) m/z 67.10 100.00%
67.1 82.1
5000 a1l 331
‘ ‘ 96.1 A S A —
109.1 124.1 5.60 5.80 6.00 6.20
0 ..,....,....,....|;!|...,-.|.|!.,..'.'I'I|...'.|; el bt 222 0 Tm/z 82.10  96.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10340: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
5000 54.0
41.0 560 5.80 6.00 6.20
27.0 %5.0 m/z 81.10 74 .72%
"|'"'l"jjl"“t""|'ML'|"*”|"'”‘h" "H'I'}Pﬁ 9"%??'9|""|“"|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81.0
67.0 R L A UL L
41.0 550 560 580 6.00 6.20
5000 : 95.0 m/z 55.10 52.60%
29.0
109.0
123.0 137.0
mmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12056: Cyclohexaneethanol e R R
67.0 81.0 5.60 5.80 6.00 6.20
55.0 m/z 41.10 48.56%
5000 41.0
29.0 ‘ ‘ 95.0 110.0
'4ﬁgl”ﬁu'”ﬂm'NJH'”M”'ML”I””P'”L”'P”W'”W'”W' IR R AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20

8270-BF122116.M Fri Dec 23 17:16:22 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Nonane, 3-methyl- Concentration Rank 3

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

6.00 44_.16 ng 10933900 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 58
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
4 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 47
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38

Abundance Scan 342 (5.996 min): BF091889.D (-340) (-) m/z 57.10 100.00%
51.1
71.1
5000 83.1
97.1
113.1 1961 1422 5.60 5.80 6.00 6.20 6.40
Obrreprrerprrrrrerl el et M e 2422 Tm/z 71.10  61.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18433: Nonane, 3-methyl-
57.0
43.0 1.0
5000
29.0 5.60 5.80 6.00 6.20 6.40
m/z 43.10 58.69%
0
15.0 “ 1L 850 980 T 1270 1420
mz-> 10 % % 4 S0 60 70 8 6 100 110 120 130 140 |
Abundance
57.0
710 ISR AR RS
5.60 5.80 6.00 6.20 6.40
m/ 55.10 50.85%
5000 43.0 z 0
2.0 113.0
850 990 127.0 142.0
wwmmmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18460: Octane, 2,6-dimethyl- R ERmas m
57.0 5.60 5.80 6.00 6.20 6.40
71.0 m/z 41.10 50.09%
41.0
5000
29.0 850 113.0
15.0 “ ‘ \‘ ! 1L, \‘ 97.0 “ 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 6.20 6.40

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



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 unknown6.06 Concentration Rank 16

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

6.06 12.42 ng 3074730 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 46
2 Heptane. 4-propvl- 142 C10H22 003178-29-8 43
3 Undecane. 6-methvl- 170 C12H26 017302-33-9 40
4 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 40
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 38

Abundance Scan 348 (6.064 min): BF091889.D (-346) (-) m/z 57.10 100.00%
57.1
5000 43.1 08.1
70.1 85.1 5.80 6.00 6.20 6.40
| I .',Ltb, Al el A28 1422 0 Tm/z 43.10  42.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18492: Hexane, 3-ethyl-2,5-dimethyl-
57.0
43.0
5000 RN AR RS L A
5.80 6.00 6.20 6.40
20.0 10 m/z 98.10 38.32%
70| TH%850%80 1450 10
miz--> 20 40 6 80 100 120 140 160
Abundance
57.0
580 600 620 6.40
5000 m/z 41.10 24 .79%
41.0 98.0
27.0 70.0
83.0 112.0 142.0
miz--> 20 40 6 80 100 120 140 160
Abundance #36169: Undecane, 6-methyl- Al mmaE e e .
57.0 5.80 6.00 6.20 6.40
m/z 56.10 10.41%
5000
43.0 98.0
29.0
N ‘H I 7‘%.0 850 | 112.0126.0140.0 155.0 170.0
m/z--> 20 40 60 80 100 120 140 160 ' 580 6.00 6.20 6.40

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



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 unknown6.19 Concentration Rank 8

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

6.19 17.82 ng 4412620 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanal 170 C11H220 000112-44-7 38
2 1-Octene. 3.4-dimethvl- 140 C10H20 056728-11-1 35
3 (62)-Nonen-1-ol 142 C9H180 035854-86-5 25
4 Cvclopentane. (3-methvlbutvl)- 140 C10H20 001005-68-1 18
5 Cyclohexene 82 C6H10 000110-83-8 18

Abundance Scan 359 (6 190 min): BF091889.D (-356) (-) m/z 43.10 100.00%
431 57.
5000
580 6.00 6.0 6.40 6.60
O e m/z 57.10 96 .45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #36071: Undecanal
41.0
20.0 57.0
5000 82.0 A RAASEREE SRS AR
5.80 6.00 6.20 6.40 6.60
96.0 m/z 41.10 69.62%
so || Il \H [ 00 180
m/z--> fo 25 35 Jo 50 60 70 80 90 100 110 120 130 150 1%0 '
Abundance
43.0
580 6.00 6.0 6.40 6.60
5000 m/z 67.10 65.82%
56.0 84.0
29.0 69.0 112.0
15.0 98.0 140.0
Wmmmmwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19153: (GZ)—Nonen—l—oI LI L L L L L L BB
41.0 67.0 5.80 6.00 6.20 6.40 6.60
0
55.0 2.0 95.0 m/z 69.10 56.64%
5000
124.0
'w%ﬁgl“J'»"mﬂw“ljﬂk|“l4“'“|J“'|“lw'}9?9"vl'w'“%?%qw"“l R SRS SR R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.80 6.00 6.20 6.40 6.60

8270-BF122116.M Fri Dec 23 17:16:24 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 unknown6.29 Concentration Rank 4

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

6.29 43.96 ng 10884400 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 47
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 46
3 1-Hexene. 3.3-dimethvl- 112 C8H16 003404-77-1 43
4 Cvclooctanemethanol 142 C9H180 003637-63-6 43
5 Heptane, 4-methylene- 112 C8H16 015918-08-8 43

Abundance Scan 368 (6.293 min): BF091889.D (-365) (-) m/z 69.10 100.00%
69.1
55.1
5000 At 1l
125.1
83.1 96.1 RSN SRR RS S
| | | | || | 140.2 6.00 6.20 6.40 6.60
rrrprrrrprrerpreen el e e e el e e e m/z 55.10 60.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11277: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0
55.0
41.0
5000 RSN SRR RS S
27.0 126.0 6.00 6.20 6.40 6.60
150 630 m/z 41.10 50.74%
"W”;I””P'”P“'P”W'”W”'WJ”IEI?'“P'”P“'P”W'”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0 111.0
50 "obo 650 ko 6ho
5000 41.0 m/z 111.10 48.15%
27.0 126.0
83.0 970
mmﬁmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6558: 1-Hexene, 3,3-dimethyl- R A mae
69.0 6.00 6.20 6.40 6.60
m/z 43.10 33.46%
41.0 55.0
5000
83.0
27.0 97.0 112.0
“'ﬁgg'Jﬁ”'hm“|“mw'”w“'JLW'”W“'WL“l““V'“V“'l ISR SRR RS S
m/z--> 10 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\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 17 Cyclohexane, 1-methyl-2-pro... Concentration Rank 17

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

6.61 9.59 ng 2375580 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 59
2 Ethanone. 1-(l1l-methvlcvclohexvl)- 140 C9H160 002890-62-2 58
3 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 52
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 52

5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 52

Abundance Scan 396 (6.613 min): BF091889 D (-394) () m/z 97.10 100.00%
55.1 97.
69.1
5000 41.1
81.1 BRI B e e
‘ 1l 1osq 102 6.20 640 6.60 6.80 7.00
AR R e R R m/z 55.10 98.16%
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-
55.0 97.0
5000 BRI L L L L L L L
41.0 6.20 6.40 6.60 6.80 7.00
200 69.0 m/z 69.10 54.70%
83.0 140.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
R O e o
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.10 43 .30%
43.0
29.0 69.0 81.0 1250 140.0
mewﬁwmﬂmwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17334: m-Menthane, (1S,3R)-(+)- T
55.0 97.0 6.20 6.40 6.60 6.80 7.00
m/z 43.10 30.65%
5000
41.0 69.0 81.0 140.0
200 e Ll 121.0
o L B L T A o AR E et R O e o
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 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 Naphthalene, decahydro-, tr... Concentration Rank 5

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

7.16 31.04 ng 7685360 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 93
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 87
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 64
4 Cvclohexene., 1-methvl-4-(1-methy... 138 C10H18 001195-31-9 62
5 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 58

Abundance Scan 444 (7.162 min): BF091889.D (-442) (-) m/z 67.10 100.00%
67.1
821 o061 138.1
5000
o o
6.80 7.00 7.20 7.40
o 1512 166.2 m/z 68.10  75.10%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16319: Naphthalene, decahydro-, trans-
67,0 138.0
82.0
41.0 9%.0
5000 NS A L I
55.0 6.80 7.00 7.20 7.40
27.0 109.0 m/z 138.10 72 .50%
'|""|""|""|"" ”\l ‘:||‘|H|‘|||||l|‘||||||h|||:|l-2|3nq|n| ‘II”I BARRIRaRRSRRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
670 o, 960 138.0
6.80 7.00 7.20 7.40
5000 41.0 550 m/z 82.10 64 .52%
' 109.0
29.0 123.0
Wmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16310: Naphthalene, decahydro-, cis- e R RE
67.0 81.0 96.0 138.0 6.80 7.00 7.20 7.40
' m/z 96.10 63.14%
41.0
5000
5.0 109.0
27.0 ‘
WHLM“ﬁ““J“w“HvJMA“ﬁ“u““L“ﬁ¥QVH“““V“W““V“ S A UL I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122216\
Data File : BF091889.D

Aca On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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 _beta.-iso-Methyl ionone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.37 20.00 ng 864776 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 58
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
3 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 38
4 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 38
5 1,1-Dithiophenyl-2-ethyl-cyclobu... 300 C18H20S2 122732-87-0 38
Abundance Scan 1250 (16.374 min): BF091889.D (-1248) (-) m/z 191.15 100.00%
191.2
81.1
5000
123.1
1600 1620 16.40 16.60
P2 B2302 14 4634 m/z 81.10  56.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000{28-0 USRS R RS
16.00 16.20 16.40 16.60
950 1350 m/z 95.10 52 .05%
---‘.-‘-- H “-“-‘.-‘---.----.----.----.----.----.---
m/z--> 50 150 200 250 300 350 400 450
Abundance
191.0
16.00 16.20 16.40 16.60
5000 570 m/z 69.10 37 .85%
107.0 149.0 \J\p\\Jﬂ¢_\\\,\/\\__“v5~\d\_\dv
mz-> 50 100 150 200 250 300 350 400 450
Abundance #88202: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- R AR L
191.0 16.00 16.20 16.40 16.60
m/z 123.10 32.57%
5000
43.0 250.0
grLo , 130
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122216\
Data File : BF091889.D

Acq On : 22 Dec 2016 16:41

Operator : UM/SJ

Sample : H6182-07

Misc :

ALS Vial : 56 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]
Cyclohexane, 1,2-_.. 4.26 12.7 ng 3135930 1 6.76 4952370 20.0
Heptane, 2,6-dime... 4.73 15.1 ng 3732090 1 6.76 4952370 20.0
unknown4 .82 4.82 17.6 ng 4350810 1 6.76 4952370 20.0
Cyclohexane, 1,1,... 4.89 16.4 ng 4065280 1 6.76 4952370 20.0
1,1,4-Trimethylcy... 4.93 8.9 ng 2213640 1 6.76 4952370 20.0
Cyclohexane, 1,2,... 5.10 13.5 ng 3351200 1 6.76 4952370 20.0
Cyclohexane, 1,1,... 5.49 15.7 ng 3890560 1 6.76 4952370 20.0
Cyclohexene, 3-me... 5.60 16.4 ng 4074290 1 6.76 4952370 20.0
2-Decene, 4-methy... 5.65 8.6 ng 2123440 1 6.76 4952370 20.0
Cyclohexane, 1-et... 5.76 44.5 ng 11014900 1 6.76 4952370 20.0
unknown5.80 5.80 8.5 ng 2105970 1 6.76 4952370 20.0
7-Methylbicyclo[4... 5.89 45.9 ng 11353200 1 6.76 4952370 20.0
Nonane, 3-methyl- 6.00 44_.2 ng 10933900 1 6.76 4952370 20.0
unknown6 .06 6.06 12.4 ng 3074730 1 6.76 4952370 20.0
unknown6.19 6.19 17.8 ng 4412620 1 6.76 4952370 20.0
unknown6 .29 6.29 44_.0 ng 10884400 1 6.76 4952370 20.0
Cyclohexane, 1-me... 6.61 9.6 ng 2375580 1 6.76 4952370 20.0
Naphthalene, deca... 7.16 31.0 ng 7685360 1 6.76 4952370 20.0
-beta.-iso-Methyl... 16.37 20.0 ng 864776 6 15.36 864776 20.0
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