LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 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-BF122415.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 3.618 128 134 138 rBv2 42856 140574 3.42% 0.329%
2 3.938 157 162 164 rBvV 75036 150059 3.65% 0.351%
3 4.316 192 195 202 rBv2 105819 204811 4 .98% 0.479%
4 4.430 202 205 210 rVB2 59924 108928 2.65% 0.255%
5 4.784 231 236 238 rBV 165809 251708 6.12% 0.589%
6 4.876 238 244 248 rVV2 379625 731260 17.78% 1.710%
7 4.944 248 250 253 rBV 424545 611138 14.86% 1.429%
8 4.990 253 254 259 rVB3 94600 174115 4.23% 0.407%
9 5.081 259 262 267 rVB3 69014 129719 3.15% 0.303%
10 5.161 267 269 271 rBV 402509 589809 14.34% 1.379%

11 5.264 276 278 279 rBV 233525 368794 8.97% 0.863%
12 5.367 283 287 289 rBv2 399712 638911 15.54% 1.494%
13 5.401 289 290 293 rBV 809040 973120 23.67% 2.276%
14 5.447 293 294 298 rvB2 137989 233367 5.68% 0.546%
15 5.539 300 302 304 rBV 374341 582536 14.17% 1.362%

16 5.584 304 306 308 rvB 415972 415228 10.10% 0.971%
17 5.630 308 310 315 rvB2 409517 767515 18.66% 1.795%
18 5.699 315 316 321 rVB 125006 197776 4.81% 0.463%
19 5.801 321 325 327 rBV 641397 1155862 28.11% 2.703%
20 5.859 327 330 335 rvB4 178656 521267 12.68% 1.219%

21 5.939 335 337 341 rBV3 721826 1544626 37.56% 3.612%
22 6.007 341 343 345 rBv2 197962 312112 7.59% 0.730%
23 6.053 345 347 350 rBV2 1395443 2864656 69.66% 6.700%
24 6.110 350 352 353 rBV 521113 499603 12.15% 1.168%
25 6.247 361 364 367 rBv2 700221 1971357 47.94% 4.610%

26 6.339 367 372 376 rVV5 1012334 3526746 85.77% 8.248%
27 6.407 376 378 380 rvv2 349918 622427 15.14% 1.456%
28 6.453 380 382 385 rvv2 942990 1350908 32.85% 3.159%
29 6.579 388 393 398 rBv4 1259477 4112060 100.00% 9.617%
30 6.670 398 401 406 rVvB2 288454 665565 16.19% 1.557%

31 6.761 406 409 410 rBV3 584536 1116135 27.14% 2.610%
32 6.841 414 416 418 rBV 1036029 1783341 43.37% 4.171%
33 6.967 425 427 433 rVB4 1009660 2620031 63.72% 6.128%
34 7.207 446 448 454 rVB5 744168 1770019 43.04% 4.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 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-BF122415.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.367 458 462 464 rBV3 1131972 3343099 81.30% 7.819%

36 12.453 905 907 908 rVB 1047948 1046642 25.45% 2.448%
37 12.865 941 943 944 rVB 990436 1049474 25.52% 2.454%
38 12.934 946 949 950 rVvB2 969696 1376662 33.48% 3.220%
39 13.962 1037 1039 1043 rVB2 324492 422182 10.27% 0.987%
40 15.391 1162 1164 1167 rVB 232396 333541 8.11% 0.780%

41 15.494 1171 1173 1176 rVB2 130336 195789 4.76% 0.458%
42 16.020 1217 1219 1226 rVB2 267568 641902 15.61% 1.501%
43 16.420 1252 1254 1261 rVB 289617 642798 15.63% 1.503%

Sum of corrected areas: 42758172
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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\BF122515\

BF084142.D

25 Dec 2015 21:37

UM/SsJ

G4960-05

59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

TIC: BF084142.D

3.62 3.94 4.3243

0
Time-->

e
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5.00

Abundance
1e+07

8000000

6000000

4000000

2000000

0
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12.45

12863

T
Time--> 8.00
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8.50

9.50

10.00 10.50 11.00 11.50

9.00

Abundance
1e+07

8000000

6000000

4000000

2000000

0

13.96

TIC: BF084142.D

158949 16.02

Time-->

14.

18.00 18.50

16.00 16.50 17.00 17.50

00 14.50 15.00 15.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, ethyl- Concentration Rank 15

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

4.88 8.20 ng 731260 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. ethvl- 112 C8H16 001678-91-7 68
2 3-EthvI-3-hexene 112 C8H16 016789-51-8 49
3 3-Ethvl-4-methvl-2-pentene 112 C8H16 019780-68-8 46
4 3-Hexene. 3.4-dimethvl-. (2)- 112 C8H16 019550-87-9 46
5 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 46

Abundance Scan 244 (4.876 min): BF084142.D (-238) (-) m/z 57.10 100.00%
57 83
41
5000
69 99 112
4.60 4.80 5.00 5.20
o..,....,....,....|;!|..?R'!!.-,...|.-|!|...~.','..'..9,?..:|,....,-!...,.?.2‘?,.... m/z 83.10 85.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6491: Cyclohexane, ethyl-
83
55
5000
41 4.60 4.80 5.00 5.20
. 112 m/z 55.10 78 .86%
0"|"}ﬁ"ﬁml'“'“”"'w*"l"m“'?§' T "g?l”"l"'W""l'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
4.60 4.80 5.00 5.20
5000 83 m/z 41.10 58.27%
4l . 112
15 27 62 97
e R A AR AR LR RN RARAS ALARS RARSS LA NARSS RARRN RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6570: 3-Ethyl-4-methyl-2-pentene A AR e S
55 460 480 500 5.20
m/z 82.10 39.05%
83
5000
4l 69 112
27 ‘ 97
0'W'”'P'm“”'hj”'P“hI”JJ'”'PI“I“'W'”'P'”I“'W'”' "'I”"P"'P"W"”
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\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 A4(1H)-Pyrimidinone, 2-amino- Concentration Rank 17

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

4.94 6.85 ng 611138 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pvrimidinone. 2-amino- 111 C4H5N30 000108-53-2 58
2 4-Amino-6-hvdroxvpvrimidine 111 C4H5N30 001193-22-2 53
3 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 43
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 42
5 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 42

Abundance Scan 250 (4.944 min): BF084142.D (-248) (-) m/z 111.10 100.00%
111
69
5000 43
55
| ‘ 8 101
4.60 4.80 5.00 5.20
o...,....,....,....|,.'...,.'..|'.',...'.,'....',.|...9,?...,|....,'!...,.??‘?,... m/z 69.10  69.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5907: 4(1H)-Pyrimidinone, 2-amino-
111
5000 43 DS SRR SR A
70 4.60 4.80 5.00 5.20
- 83 m/z 43.10 51.04%
0'"|}ﬂ'|"J|"'“w"'l“ﬁ§|"”“'"w'L'w'%§'w"'|“"|“"|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
111
4.60 4.80 5.00 5.20
5000 m/z 55.10 32.62%
68 83
41 56
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11239: Cyclohexane, 1,1,3-trimethyl-
69 111 4.60 4.80 5.00 5.20
m/z 59.10 32.06%
5000 a
83
0 el e ‘ %5102 || 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, 1,2,4-trimethy... Concentration Rank 18

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

5.16 6.61 ng 589809 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 62
2 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 53
3 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 46
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 46
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38

Abundance Scan 269 (5.161 min): BF084142.D (-267) (-) m/z 111.10 100.00%
69 141
55
5000 84
126
|| H ” 77 97 | 480 500 520 5.40
o) NSNS 1| ISP P AU N1 PO RS MBS, m/z 43.10 94.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11272: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111
55
41
5000 GRS LS LS IR I
27 196 480 5.00 5.20 5.40
a1 m/z 69.10 93.24%
o mle T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 69
a1 " 480 500 520 540
5000 m/z 55.10 66.21%
27 ga 97 126
0 34 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11228: Cyclohexane, 1,1,2-trimethyl-
a 69 4.80 500 5.20 5.40
56 m/z 41.10 59.89%
5000 111
83 126
. Lag) o) o1 | 1o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 500 5.20 540

8270-BF122415.M Tue Dec 29 10:28:19 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 4 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 19

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

5.54 6.53 ng 582536 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 58
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 53
3 Cvclohexanone. 3.5-dimethvl- 126 C8H140 002320-30-1 46
4 Cyclopentane. 1-methvl-2-propvl- 126 C9H18 003728-57-2 46
5 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 46

Abundance Scan 302 (5.539 min): BF084142.D (-300) (-) m/z 69.10 100.00%
55 69
83
41
5000 125
111 IIIIIIIIIIIIII|IIII|I
| I | ‘ I || | 520 5.40 560 5.80
1 AN | RSN SN AR M m/z 55.10 92.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11229: Cyclohexane, 1,2,4-trimethyl-
55 69
41 111
5000 TT[T I Tr[rrrrprrrrrrrr1
520 5.40 5.60 5.80
“ 84 97 126 m/z 83.10 69.32%
0 “ L1l 77 ﬂ
.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69
41 55 111 520 5.40 560 5.80
5000 m/z 41.10 56.61%
27 8 126
15 62 91
R o A o AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11064: Cyclohexanone, 3,5-dimethyl- L e A RARS na e o
69 520 5.40 5.60 5.80
m/z 125.10 48.28%
5000 41 56
111 126
27 ‘ ‘ 82 93
o 0 A O o O A N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, l-ethyl-4-meth... Concentration Rank 14

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

5.63 8.61 ng 767515 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l-ethvl-4-methvl-., ... 126 C9H18 006236-88-0 91
2 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 91
3 Cvclohexane. l1l-ethvl-4-methvl-., ... 126 C9H18 004926-78-7 91
4 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
5 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 90

Abundance Scan 310 (5.630 min): BF084142.D (-308) (-) m/z 97.10 100.00%
55 97
5000
41 69
| 81 T 520 540 5.60 580 6.00
O bl el bt ol e | M/Z . 55.10  84.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11264: Cyclohexane, 1-ethyl-4-methyl-, trans-
55 97
5000 41 R A L R
- 520 5.40 5.60 5.80 6.00
69 126 m/z 69.10 30.25%
81
0 "I“"I"“I""I"ﬂ%'"'F%"I"'W""I'“'I"'}ﬁ%"I"”I""I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55 97
5.0 540 560 580 6.00
5000 m/z 41.10 28.48%
41 69 126
ol 14 29 81 111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11260: Cyclohexane, 1-ethyl-4-methyl-, cis- R AR
55 97 5.20 5.40 5.60 5.80 6.00
m/z 96.10 27 .44%
5000 41
jg a1 126
Obrrrrrrrprrerpreeile 28 L 62 )y 89 ) 104 1d0 | A EENNDSOR AN -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, l-ethyl-2-methyl- Concentration Rank 12

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

5.80 12.96 ng 1155860 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1l-ethvl-2-methvl- 126 C9H18 003728-54-9 81
2 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 72
3 Cvclohexane. 1-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 68
4 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 62
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 62

Abundance Scan 325 (5.801 min): BF084142.D (-321) (-) m/z 97.10 100.00%
55 g7
5000 " 69
I ” 81 | " 12|5 540 560 580 6.00 6.20
O iy .'.'l'...'.,U:'..,..'.!,....,~....,..!.,.... m/z 55.10 80.57%
m/z--> 20 30 40 50 70 80 90 100 110 120 130
Abundance #11242: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000 SRS RAREE SRR
a1 540 560 580 6.00 6.20
69 m/z 69.10 35.59Y%
o B el B e B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
540 560 580 6.00 620
5000 m/z 41.10 32.64%
41 69 126
o 21 34 47 63 75 81 91 105111118
miz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #11259: Cyclohexane, 1-ethyl-2-methyl-, cis- e A RARRANAEEE S
5 97 5.40 5.60 5.80 6.00 6.20
m/z 57.10 16.94%
5000 41
o Ul as. | 63, 778 o1 || 105111 129126
m/z--> 20 30 4'0 5'0 60 70 8 90 100 110 120 130 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown5.86 Concentration Rank 20

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

5.86 5.85 ng 521267 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 43
2 Hexane. 3-ethvl-2.5-dimethvl- 142 C10H22 052897-04-8 38
3 Decane 142 C10H22 000124-18-5 37
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 35
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 35

Abundance Scan 330 (5.859 min): BF084142.D (-327) (-) m/z 57.10 100.00%
g7
43
5000
85
71 97 U N RSN UL SRR
11 45, 5.60 5.80 6.00 6.20
(o} T m/z 43.10 67 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55032: Heptane, 2,2,3,3,5,6,6-heptamethyl-
57
5000
43 85 5.60 5.80 6.00 6.20
71 9 m/z 41.10 35.95%
o 29 “ 1 J L 1109 127 140 183 198
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
4 " 560 580 6.00 6.20
5000 m/z 85.10 29.97%
29 71
o 85 % 143 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18419: Decane
43 57 5.60 5.80 6.00 6.20
m/z 55.10 22.83%
5000
71
29 85
0 15 “‘ | ‘\ ‘ ! \“ 9\9 1:!'3 142
m/z--> 25 45 eb éo 160 150 150 1éo 1éo 260 5%0 5%0 abo 650

8270-BF122415.M Tue Dec 29 10:28:23 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Cyclohexanepropanol- Concentration Rank 11

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

5.94 17.32 ng 1544630 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanepropanol- 142 C9H180 001124-63-6 58
2 l1l-Heptadecvne 236 C17H32 026186-00-5 49
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 42
4 1-Dodecvne 166 C12H22 000765-03-7 38
5 1-Tetradecyne 194 C14H26 000765-10-6 38

Abundance Scan 337 (5.939 min): BF084142.D (-335) (-) m/z 67.10 100.00%
67 82
s
5000
96 IIIIIIIIIIIIII|IIII|I
||I |||| | 109 124 142 5.60 5.80 6.00 6.20
Obrrprrrr e e el Ll 222 Tm/z 82.10 94.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19179: Cyclohexanepropanol-
55 81
67 96
5000 4l
5.60 5.80 6.00 6.20
31 m/z 81.10 76.76%
0 “l}ﬂ'l“'UJH'Jﬁ“"F&l“l“qjv'”Jw"'V'M'v'}gﬁ"w%??w"'w"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
pal 560 580 600 620
5000 95 m/z 55.10 59.41%
29 109
o 123 137
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2825: Cyclohexene, 4-methyl- B B e
g1 5.60 5.80 6.00 6.20
m/z 41.10 53.65%
54
5000 39 67 9%
27 ‘
0'Wﬁﬁl”AM'JLAQWM'W”W'Jih'ﬂ”ml””l””v'”v”'v”W' AR S N U
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-BF122415.M Tue Dec 29 10:28:24 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Nonane, 3-methyl- Concentration Rank 6

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

6.05 32.13 ng 2864660 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 62
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
4 3-Bromooctane 192 C8H17Br 000999-64-4 46
5 Oxirane, pentyl- 114 C7H140 005063-65-0 45

Abundance Scan 347 (6.053 min): BF084142.D (-345) (-) m/z 57.10 100.00%
57
71
41
5000 83
11 | R 1|13 126, " 580 6.00 620 6.40
O e S el b e e e b A m/z 71.10 76 .10%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18429: Nonane, 3-methyl-
57
71
43

5000 o e e
5.80 6.00 6.20 6.40

m/z 41.10 57.22%

29

112
15 l 85 98 | 127 142
O P T e e e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
R LN R e
5.80 6.00 6.20 6.40
43 71
5000 m/z 43.10 51.33%
29 113
ol 15 8 97 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18461: Octane, 3,6-dimethyl-
57 5.80 6.00 6.20 6.40
71 m/z 83.10 49 .06%
5000 43
29 . 113
o ‘ o 09 | 107 142
T T R e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40

8270-BF122415.M Tue Dec 29 10:28:25 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Undecane, 5,6-dimethyl- Concentration Rank 8

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

6.25 22.11 ng 1971360 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 53
2 Decane 142 C10H22 000124-18-5 49
3 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 43
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 43
5 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 43

Abundance Scan 364 (6.247 min): BF084142.D (-361) (-) m/z 57.10 100.00%
g7
43
5000
71 91
8 | 112 125 6.00 6.20 6.40 6.60
o . %l...|%93...,.'...1,4.2...,....,... m/z 43.10 64.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45573: Undecane, 5,6-dimethyl-
43 i
5000 IR USSR IR
6.00 6.20 6.40 6.60
71 84 o8 m/z 41.10 43.00%
o, ..,.w.\..,w. L 113 127 e 1ss s
m/z--> 40 60 80 100 120 140 160 180
Abundance
43 57
6.00 6.20 640 6.60
5000 , m/z 56.10 28.31%
85
29
o 15 99 113 142
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18492: Hexane, 3-ethyl-2,5-dimethyl- R W o e
57 6.00 6.20 6.40 6.60
m/z 71.10 28.00%
43
5000
71
Unmas 'U"‘j""'l"m"lﬁg '?ﬁ' }}?I' "'ﬁ4?"' [rrrrproT IR U R IR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF122415.M Tue Dec 29 10:28:26 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, 1,1,2,3-tetram... Concentration Rank 3

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

6.34 39.55 ng 3526750 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 60
2 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 46
3 Oxirane. (1l.1-dimethvlbutvI)- 128 C8H160 053907-76-9 43
4 3-Hexene. 2-methvl-. (E)- 98 C7H14 000692-24-0 38
5 3-Hexene, 2-methyl-, (2)- 98 C7H14 015840-60-5 38

Abundance Scan 372 (6.339 min): BF084142.D (-367) (-) m/z 57.10 100.00%
57 69
41
5000 111 125
83 98 SNBSS SRR
| | | | | 140 6.00 6.20 6.40 6.60
Obrrrrprrrr et i et et bl e el e | M/Z 69.10  86.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl-
69
41 g
5000 SNBSS SRR
29 125 6.00 6.20 6.40 6.60
83 m/z 70.10 68.31%
“ ‘ ‘ 97 111 140
0'”'P“'P'“I”'WJhlP'MJ”'Ww“'P'ml”'W““'P'“I”'J'“'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
41 69
55 600 620 640 660
5000 m/z 41.10 66.59%
29
83 140
ol 21 g7 M1 4o
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12210: Oxirane, (1,1-dimethylbutyl)- B E s B e
69 6.00 6.20 6.40 6.60
55 m/z 55.10 60.63%
41
5000
85 98
0 | “\ ‘ H‘\ 77““‘ Ll 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.0 6.40 6.60

8270-BF122415.M Tue Dec 29 10:28:27 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.58 Concentration Rank 2

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

6.58 46.12 ng 4112060 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 4-chloro- 132 C6HOCIO 021299-26-3 38
2 Cvclopentane. l-methvl-3-(2-meth... 140 C10H20 029053-04-1 25
3 Cvclohexane. 1l-methvl-2-propvl- 140 C10H20 004291-79-6 18
4 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 14
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 11

Abundance Scan 393 (6.579 min): BF084142.D (-388) (-) m/z 132.00 100.00%
132
55 97
5000 68 83
41
S
140 6.20 6.40 6.60 6.80 7.00
112
0..,....,....,...:ll‘!'...,:'!.. .:-l'.!..'.-.,!!..,..].' At 224 352 sz 97.10  73.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13925: Cyclohexanone, 4-chloro-
55
5000 NARSL AR SRR SRR R
6.20 6.40 6.60 6.80 7.00
41 68 132 m/z 55.10 71.97%
76 97
0“P“W““P“J““N”WHJVJWH“VJM““V“W““VLWH“V“W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55
41 ENARARASE SRS SRR R
o7 6.20 6.40 6.60 6.80 7.00
5000 83 m/z 83.10 43.12%
- 69
112 125 140
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- i s o e
55 o7 6.20 6.40 6.60 6.80 7.00
m/z 68.10 40.12%
N W\ﬁj\vwv/\i
41
140
0"P%?W"”I'”'I”"P"W"”I'”'I”'W"”I'”}ﬁ%'ﬁ}%ﬁl”"P"W'”'I” ENARPARARE SRS SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80 7.00

8270-BF122415.M Tue Dec 29 10:28:28 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Cyclohexane, 1-methyl-2-pro... Concentration Rank 16

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

6.67 7.46 ng 665565 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 72
2 Cyclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 59
3 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 59
4 Cvclohexane. l-isopropvl-3-methy... 140 C10H20 1000158-54-3 59
5 6-Decen-5-one 154 C10H180 032064-79-2 53

Abundance Scan 401 (6.670 min): BF084142.D (-398) (-) m/z 97.10 100.00%
97
55
5000 69
A 111 IR L R SR
| | 8|3 | 127 1‘|‘0 152 6.40 6.60 6.80 7.00
Obrprrrr e et e e bz || M7z 55.10 0 61.01%
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 U UL R L
41 6.40 6.60 6.80 7.00
69 m/z 69.10 45.88%
29 ‘ 83 140
0"P%?W"M“'”ji”"P““W"Ml'”'”“'W"JI'”}ﬁ%'W}%ﬁl”"L"W"”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55 97
" 640 6.60 6.80 7.00
5000 m/z 41.10 25.76%
41
69
83
o 29 111 125 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6568: Cyclohexane, 1,1-dimethyl- R B
97 6.40 6.60 6.80 7.00
55 m/z 111.10 18.18%
5000 69
41
27
0"v%?w"L“'“Jlm"v“jw"”l'“'lﬁf'"l“"“f}%'l“"v"w"“l'“'l“ ERRE UL R R
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-BF122415.M Tue Dec 29 10:28:29 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Cyclohexane, butyl- Concentration Rank 7

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

6.97 29.38 ng 2620030 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 64
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 52
3 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 50
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 47
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 47

Abundance Scan 427 (6.967 min): BF084142.D (-425) (-) m/z 83.10 100.00%
a3
55
5000
41 150
11 0 6.60 6.80 7.00 7.20 7.40
19 : : : : :
0 ...,....,....,....',!...,!'!!.,...|:|;...-! !'..?.1...,1.0.?.,|..ﬁ.-,..1.%7,....,|....,~I:..,.. m/z 55.10  67.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17303: Cyclohexane, butyl-
83
55
5000 SRR RS AR LR
41 6.60 6.80 7.00 7.20 7.40
67 140 m/z 82.10 56.87%
0 15 \\ Ll ‘\‘75 97 111 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
55 6.60 6.80 7.00 7.20 7.40
5000 m/z 150.00 29.78%
41 .
154
o 18 % 97 111 126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17356: Cyclohexane, (2-methylpropyl)- B RaE  RARRRREEEETE S
55 3 6.60 6.80 7.00 7.20 7.40
m/z 41.10 27 .43%
41
5000
97
140
0...“%?w..ﬁh.”.tﬁn. NJ...JL..”p.L. A~ R R —
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-BF122415.M Tue Dec 29 10:28:30 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Naphthalene, decahydro-, tr... Concentration Rank 10

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

7.21 19.85 ng 1770020 1,4-Dichlorobenzene-d4 6.81
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 87
3 Cvclodecene 138 C10H18 003618-12-0 86

004668-81-9 80
002778-68-9 58

4 5H-Inden-5-one. octahvdro-. trans- 138 C9H140
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18

Abundance Scan 448 (7.207 min): BF084142.D (-446) (-) m/z 67.10 100.00%
67
138
95
82
5000 4l
55
6.80 7.00 7.20 7.40 7.60
o S m/z 138.15  79.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16315: Naphthalene, decahydro-, trans-
67
138
a1 82 96
5000 NI L L L L L L
55 6.80 7.00 7.20 7.40 7.60
27 109 m/z 95.10 71.71%
X T e <
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67 96 138
81 IIIIIIIIIIIIIIIIIIIIIII
6.80 7.00 7.20 7.40 7.60
5000 41 - m/z 68.10 66.72%
109
27
o 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
T T 1 T T

Abundance #16243: Cyclodecene T
67 6.80 7.00 7.20 7.40 7.60
41 54 81 m/z 82.10 62.66%
5000 o5
138
‘ 110
PNECTNN I NOPY O S 1~ SN o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 680 7.00 7.20 7.40 7.60

8270-BF122415.M Tue Dec 29 10:28:31 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.45 20.00 ng 1046640 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 94
2 3-Methvl-1-phenvl-1H-indene 206 Cl6H14 022360-63-0 93
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 87
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 76

Abundance Scan 907 (12.453 min): BF084142.D (-905) (-) m/z 206.10 100.00%

6
5000

12.20 12.40 12.60 12.80

226
ol 115 139 254 274289 309 m/z 191.10 51.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206
5000 LA I L L L L LB
189 12.20 12.40 12.60 12.80
101 m/z 189.10 27.79%
I SN == e 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206
R e RER SRS SR
12.20 12.40 12.60 12.80
5000 m/z 205.10 24.86%

91 128 165 189
ol 27 °L 75 | 113 149

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

Abundance #60341: 9,10-Dimethylanthracene L T e B
12.20 12.40 12.60 12.80

m/z 190.10 15.83%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80

8270-BF122415.M Tue Dec 29 10:28:32 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.87 49.72 ng 1049470 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 90
2 1-(4-Methviphenvl)-4-phenvlbuta-... 220 C17H16 037985-11-8 80
3 1.3-Pentadiene. 1.1-diphenvl-. (2)- 220 C17H16 015295-31-5 72
4 1-(Hvdroxv-phenvl-methvl)-2-meth... 408 C27H3603 108546-86-7 59
5 Phenmethylcynide, .alpha.,.alpha... 220 C11H12N203 1000128-94-6 53

Abundance Scan 943 (12.865 min): BF084142.D (-941) (-) m/z 220.20 100.00%
20
5000
240 12.60 12.80 13.00 13.20
ol 51 271288 316334 m/z 205.10 52 07%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69664: Phenanthrene, 2,3,5-trimethyl-
220
5000 LRI BN SURBLL BRI SR
12.60 12.80 13.00 13.20
101 189 m/z 189.10 22.07%
ol .39 76 122139 165
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220
1260 12.80 13.00 13.20
5000 m/z 221.20 19.97%
105 128 204
39 77 152 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69667: 1,3-Pentadiene, 1,1-diphenyl-, (2)- R B B e o
5 12.60 12.80 13.00 13.20
m/z 219.20 18.22%

5000

91 115 165 1g9

141

o!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

T T T I
12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl15.49 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.49 11.74 ng 195789 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 30
2 Cvclodecene. 3-bromo- 216 C10H17Br 056325-56-5 25
3 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 14
4 4-Methvlimidazole-5-butvric acid... 250 C10H13F3N202 1000129-15-9 14
5 Bicyclo[3.3.0]Joctan-3-one, 6-iod... 264 C9H1310 1000150-13-4 14
Abundance Scan 1173 (15.494 min): BF084142.D (-1171) (-) m/z 191.20 100.00%
191
95
5000 67 123 149
a 217 15.20 15.40 15.60 15.80
245 325 355,45~ 400422 . . . .
0 L#uﬁmw% m/z 95.10 77.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50265: 5-Hexen-1-one, 1-(1H-imidazol-4-yl)-4,4-dimethyl-
95
5000 69 R DA SRR SUMILE SR
41 123 192 15.20 15.40 15.60 15.80
163 m/z 81.10 67.52%
0....|....|....J|....|.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
81
41 15.20 15.40 15.60 15.80
5000 m/z 109.10 52.86%
137
0 107 172194 218
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine Al B R
191 15.20 15.40 15.60 15.80
m/z 149.10 49 _.37%
5000
136 164
18 51 7.7 %(?4J. H | 1 L
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 15.'20 15.'40 15.|60 15.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknownl16.02 Concentration Rank 5

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

16.02 38.49 ng 641902 Perylene-di12 15.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 4-methvl-2-(2.5-_... 278 C13H18N403 1000294-63-5 32
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 32
3 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 25
4 1H-Pvrrolol3.4-clpvridine-1.3.(2... 191 C9HIN302 298688-32-1 22
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 22

Abundance Scan 1219 (16.020 min): BF084142.D (-1217) (-) m/z 191.20 100.00%
191
5000 95
123
69 \~f~,;A\,j\\~MJ\fj\v
a o 15.60 15.80 16.00 16.20 16.40
256 314 351 383 414 : : : : :
o 4 217 28 m/z 95.10 47.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104893: Pentanoic acid, 4-methyl-2-(2,5-dimethyloxazolol[5...
191
5000 43 LN L L L LELELEL I B
15. 60 15. 80 16. OO 16 20 16. 40
m4 233 m/z 81.10 45 _.29%
0 2328
m/z--> 50 150 200 250 300 350 400
Abundance
191
R R RmEaE B S
15.60 15.80 16.00 16.20 16.40
5000 28 m/z 177.20 43.65%
135 163
69 95
oty L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #49978: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me... A REEE E e e
191 15.60 15.80 16.00 16.20 16.40
42 m/z 123.10 39.79%
65
5000
133 162
0 .J “" L \ e — e —
m/z--> 50 200 250 300 350 400 15. 60 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084142.D

Aca On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample : G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 4
R.T. EstConc Area Relative to ISTD R.T.
16.42 38.54 ng 642798 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 68
2 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 50
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 40
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 35
Abundance Scan 1254 (16.420 min): BF084142.D (-1252) (-) m/z 191.20 100.00%
191
5000 ®
69 123
a1 163 . ———
218 397 16.00 16.20 16.40 16.60 16.80
o | (57240200 295 33810 .. m/z 95.10 53.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 N AN BN RN R
16.00 16.20 16.40 16.60 16.80
s % 135 163 m/z 81.10 43.81%
0...|....|....|.... ....|.... ——T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
1600 16,20 16.40 16.60 16.80_
5000 m/z 69.10 37.71%
109
137
163 2T o 355 383
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen L REEaE B e
191 16.00 16.20 16.40 16.60 16.80
m/z 123.10 30.66%
- W
43 123 149
| . %85 Ly o
Ouu‘ul“u”uuu‘u“lm‘u L\III ———t ———r ——T T e B LS REmEE ma
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60 16.80

8270-BF122415.M Tue Dec 29 10:28:36 2015 Page: 23



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084142.D

Acq On : 25 Dec 2015 21:37

Operator : UM/SJ

Sample - G4960-05

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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, ethyl- 4.88 8.2 ng 731260 1 6.81 1783340 20.0
4(1H)-Pyrimidinon. .. 4.94 6.8 ng 611138 1 6.81 1783340 20.0
Cyclohexane, 1,2,... 5.16 6.6 ng 589809 1 6.81 1783340 20.0
Cyclohexane, 1,2,... 5.54 6.5 ng 582536 1 6.81 1783340 20.0
Cyclohexane, 1-et... 5.63 8.6 ng 767515 1 6.81 1783340 20.0
Cyclohexane, 1l-et... 5.80 13.0 ng 1155860 1 6.81 1783340 20.0
unknown5 .86 5.86 5.8 ng 521267 1 6.81 1783340 20.0
Cyclohexanepropanol - 5.94 17.3 ng 1544630 1 6.81 1783340 20.0
Nonane, 3-methyl- 6.05 32.1 ng 2864660 1 6.81 1783340 20.0
Undecane, 5,6-dim... 6.25 22.1 ng 1971360 1 6.81 1783340 20.0
Cyclohexane, 1,1,... 6.34 39.5 ng 3526750 1 6.81 1783340 20.0
unknown6 .58 6.58 46.1 ng 4112060 1 6.81 1783340 20.0
Cyclohexane, 1-me... 6.67 7.5 ng 665565 1 6.81 1783340 20.0
Cyclohexane, butyl- 6.97 29.4 ng 2620030 1 6.81 1783340 20.0
Naphthalene, deca... 7.21 19.9 ng 1770020 1 6.81 1783340 20.0
Phenanthrene, 2,5... 12.45 20.0 ng 1046640 4 11.45 1046640 20.0
Phenanthrene, 2,3... 12.87 49.7 ng 1049470 5 13.96 422182 20.0
unknown15.49 15.49 11.7 ng 195789 6 15.39 333541 20.0
unknownl16 .02 16.02 38.5 ng 641902 6 15.39 333541 20.0
-beta.-iso-Methyl... 16.42 38.5 ng 642798 6 15.39 333541 20.0
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