LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 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-BF013017.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 3.916 155 160 163 rBv2 189412 390190 2.63% 0.269%
2 3.973 163 165 170 rvVvB 127288 217372 1.47% 0.150%
3 4.087 170 175 178 rBv2 104029 210943 1.42% 0.145%
4 4.156 178 181 185 rVB 101801 188054 1.27% 0.130%
5 4.304 191 194 200 rvB2 410198 714829 4.82% 0.493%
6 4.419 200 204 208 rBV 186457 282395 1.91% 0.195%
7 4.590 216 219 222 rBV2 94182 163935 1.11% 0.113%
8 4.647 222 224 226 rBV 229765 303680 2.05% 0.209%
9 4.761 230 234 237 rBV 784002 1396880 9.42% 0.963%
10 4.864 239 243 246 rVB3 826446 1693534 11.43% 1.167%

11 4.933 246 249 257 rVB2 1394339 3665414 24._.73% 2.526%
12 5.070 257 261 265 rVB 342820 654645 4.42% 0.451%
13 5.150 265 268 278 rVB 2231995 4342000 29.29% 2.993%
14 5.321 278 283 285 rBV2 490653 1191428 8.04% 0.821%
15 5.356 285 286 288 rvB2 188709 255995 1.73% 0.176%

16 5.401 288 290 292 rBV 2157677 2760806 18.63% 1.903%
17 5.447 292 294 297 rVB 907937 1316059 8.88% 0.907%
18 5.539 299 302 304 rBV 1456323 2691406 18.16% 1.855%
19 5.584 304 306 308 rvB 954131 1167755 7.88% 0.805%
20 5.619 308 309 314 rvB2 1334092 2807042 18.94% 1.935%

21 5.699 314 316 321 rVB 680067 1004615 6.78% 0.692%
22 5.802 321 325 327 rBv2 2808137 6179944 41.69% 4._.260%
23 5.847 327 329 331 rBV2 718442 1153571 7.78% 0.795%
24 5.939 334 337 340 rBV2 2458321 4075746 27 .50% 2.809%
25 6.007 340 343 344 rBV2 876861 1848132 12.47% 1.274%

26 6.053 344 347 350 rBV3 4607743 12811689 86.44% 8.831%
27 6.110 350 352 361 rVB3 4207680 14822106 100.00% 10.216%
28 6.247 361 364 369 rBvV2 3069167 9722825 65.60% 6.702%
29 6.339 369 372 378 rBV3 4114695 14346141 96.79% 9.888%
30 6.464 380 383 386 rBV3 2641318 6610975 44.60% 4 _557%

31 6.590 388 394 399 rBV6 2856923 11247728 75.88% 7.753%
32 6.670 399 401 406 rVB3 1142422 2182171 14.72% 1.504%
33 6.807 406 413 418 rBV7 2057000 11784769 79.51% 8.123%
34 10.796 759 762 764 rVB2 2196945 3669496 24.76% 2.529%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.242 798 801 804 rVvB3 2059641 3636454 24 .53% 2.507%

36 11.345 808 810 812 rBV3 722745 1120232 7.56% 0.772%
37 11.585 829 831 836 rvB4 1025130 1986240 13.40% 1.369%
38 12.316 893 895 899 rvB2 545688 956510 6.45% 0.659%
39 12.396 900 902 903 rVvB 361542 373764 2.52% 0.258%
40 12.556 914 916 917 rVB 672233 674429 4 _55% 0.465%

41 12.785 933 936 939 rBV 810313 1286124 8.68% 0.886%
42 12.922 945 948 950 rvVB 2019532 2199313 14.84% 1.516%
43 13.791 1022 1024 1029 rBV3 286644 766496 5.17% 0.528%
44 13.974 1037 1040 1044 rBV2 856988 1584264 10.69% 1.092%
45 15.345 1158 1160 1163 rVB 284456 380186 2.56% 0.262%

46 15.402 1163 1165 1167 rBVY 426322 655768 4.42% 0.452%
47 16.031 1218 1220 1227 rVB 400409 896586 6.05% 0.618%
48 16.443 1253 1256 1262 rVB 289011 689566 4._.65% 0.475%

Sum of corrected areas: 145080202
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF093310.D
8000000

6000000
4000000
2000000
0 e T e e e B T B e e s e e o L T L e e o o e e IR e e e e SRLAN B S s s o S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093310.D

8000000 10.80

6000000

4000000

2000000

- ————
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093310.D

8000000

6000000

4000000

13.97
2000000B.79 14240
16,03 16.44
O ———————————

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,1,3-trimethyl- Concentration Rank 17

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

4.93 6.22 ng 3665410 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclooctane. butvl- 168 C12H24 016538-93-5 72
3 Cvclohexane. 1.4-dimethvl-2-octa... 364 C26H52 055282-02-5 72
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 64
5 Cyclohexane, l-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 50

Abundance Scan 249 (4.933 min): BF093310.D (-246) (-) m/z 111.10 100.00%
691 111
5000
41.1
JJ | 4.60 4.80 5.00 5.20
ot m/z 69.10 81.77%
m/z--> 50 100 150 200 250 300 350
Abundance #11239: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000
41.0 460 4.80 5.00 5.20
m/z 55.10 50.49%
0||||||| —— ——— ——— ——— T
m/z--> 50 100 150 200 250 300 350
Abundance
69.0
111.0
4.60 4.80 5.00 5.20
m/z 43.10 35.56%
50001 . 0
e L s [ UL WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #146471: Cyclohexane, 1,4-dimethyl-2-octadecy!-
111.0 4.60 4.80 5.00 5.20
m/z 41.10 35.47%
41,0
o ” } U 4 |l 139.0169.0198.0225.0252.0280.0  323.0 364.0
UL L UL UL WL UL UL
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1,2,4-trimethyl- Concentration Rank 14

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

5.15 7.37 ng 4342000 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 62
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 58
3 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-26-2 53
4 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 50
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 46

Abundance Scan 268 (5.150 min): BF093310.D (-265) (-) m/z 43.10 100.00%
431
55.1 69.1 111.2
5000
84.1
I I | 971 12?-2 480 500 520 540
O £ e e o m/z 69.10 78 .89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11229: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
41.0 111.0
5000
270 4.80 5.00 5.20 5.40
- ‘ 84.0 97.0 126.0 m/z 111.15 71.80%
0 m | ‘ “w ‘ ‘\ 1l \‘\ |
L IR IR UL VLI IR LR UL NI LSS AN SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
41.0 6.0
56.0
4.80 5.00 5.20 5.40
5000 111.0 m/z 55.10 68.37%
83.0 126.0
o 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11277: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69.0 111.0 4.80 5.00 5.20 5.40
55.0 m/z 41.10 53.44%
41.0
5000
2.0 126.0
15.0 83.0
0'“I”'W'”'P'”I“'W'“'P'“I”'W'”'P?h?”'W'“'P'“I”'W LS R R UL I I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopentane, butyl- Concentration Rank 19

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

5.54 4_.57 ng 2691410 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. butvl- 126 C9H18 002040-95-1 76
2 Cvclooctane. 1.4-dimethvl-. cis- 140 C10H20 013151-99-0 68
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 68
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 49
5 2-Heptene, 2,6-dimethyl- 126 C9H18 005557-98-2 49

Abundance Scan 302 (5.539 min): BF093310.D (-299) (-) m/z 55.10 100.00%
541 69.1
41.1 83.1
5000
125.2
g7, 1111
] ] | ol 520 540 5.60 5.80
o} NN | NSNS 1 M SN IS | M V& S m/z 69.10 96.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11172: Cyclopentane, butyl-
41.0 69.0
55.0
0 ar0 80 25 50 560 b
97.0 126.0 m/z 56.10 65.72%
1P A "
s R A A KRS AR AR RRARA RARLN RSN SRR DAL LAARN LRSS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0
41.0
69.0 520 540 5.60 5.80
5000 83.0 m/z 41.10 61.15%

29.0
9.0 1120 1250

0 140.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11274: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0 520 5.40 5.60 5.80
55.0 0
111.0 m/z 83.10 56.90%
41.0
5000
83.0 126.0
27.0 ‘ 97.0
otso W e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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, l-ethyl-4-meth... Concentration Rank 18

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

5.62 4.76 ng 2807040 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 81
2 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 72
3 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 59
4 3.5-Dimethvl-3-heptene 126 C9H18 059643-68-4 58
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 53

Abundance Scan 309 (5.619 min): BF093310.D (-308) (-) m/z 55.10 100.00%
54.1
97.1
5000
411 69.1
| 81.1 1111 126.2 520 5.40 560 5.80 6.00
Ob eyl ettty il L Tm/z 97.10 70.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11261: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000
oo O 520 540 5.60 580 6.00
69.0 126.0 m/z 41.10 28.73%
0 “\‘ ‘\ Il il ‘\ M‘\ 8]\-0 | 111.0
USRI SRR UL LI UL SO UL SV B B SRR B
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance
55.0 97.0
520 5.40 560 5.80 6.00
0
5000 410 m/z 69.10 27.41%
210 69.0 126.0
81.0 111.0
G R R R RS R AR RS RS SRS SRR SERRN SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11214: 1-Ethyl-4-methylcyclohexane P
55.0 97.0 520 5.40 560 5.80 6.00
m/z 96.10 20.08%
5000
41.0 69.0 126.0
27.0 81.0
0..“.Jh..”“N”.,MYW..Ai.”.ﬂ”..“..h..ﬁﬁ%?.,”..“.”
m/z--> 20 40 50 70 80 90 100 110 120 130 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-2-meth... Concentration Rank 12

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

5.80 10.49 ng 6179940 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2-methvl-. ... 126 C9H18 004923-77-7 87
2 Cyclohexane. 1-ethvyl-2-methvl- 126 C9H18 003728-54-9 81
3 Cvclohexane. l1l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 72
4 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 59
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 59

Abundance Scan 325 (5.802 min): BF093310D(321)() m/z 55.10 100.00%
55.1 97.
5000
41.1 69.1
810 125.2 540 560 580 6.00 6.20
111.1 . . - : .
o.,....,....,....,.l:!'.,...':l-....,'.'...,..-!.',....,~....,..'.'.,....1‘,‘.2;?.,. m/z 97.10  93.40%
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #11259. Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
5000 41.0
540 5.60 5.80 6.00 6.20
69.0 m/z 41.10 34.93%
I ‘ 83.0 1110 126.0
o S S RS O P | -~ Sy S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 97.0
e R e
540 5.60 5.80 6.00 6.20
5000 m/z 69.10 34.24%
41.0 69.0
| 29.0 81.0 1110 1260
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11260: Cyclohexane, 1-ethyl-4-methyl-, cis- T
55.0 97.0 540 560 580 6.00 6.20
m/z 56.10 19.14%
5000 41.0
69.0
810 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7-Methylbicyclo[4.2.0]Joctane Concentration Rank 15

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

5.94 6.92 ng 4075750 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvibicvclol4.2.0Tloctane 124 COH16 1000210-90-2 76
2 Cvclohexanepropanol- 142 C9H180 001124-63-6 43
3 Cvclopentane. ethvlidene- 96 C7H12 002146-37-4 38
4 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 38
5 Norbornane 96 C7H12 000279-23-2 35

Abundance Scan 337 (5.939 min): BF093310.D (-334) (-) m/z 82.10 100.00%
674.1 821
55.1
411
5000
| | 96.1
109.1 1262 560 5.80 6.00 6.20
0 ...,....,....,....;!|...,'.|.|!.,..'!.||||...'.'; ...,..'.|.,....,....,....,...1.‘,‘.2..2.,. m/z 67.10 96.33%
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 m/z 55.10 71.85%
I ‘ “ ‘ “ 950 4090 1240
G R A R S AL AR KA KA AR RARAN SARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0 81.0
67.0 96.0 AN S N U
560 5.80 6.00 6.20
5000 41.0 m/z 81.10 65.33%
29.0
o 14.0 109.0 124.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2851: Cyclopentane, ethylidene-
67.0 560 5.80 6.00 6.20
m/z 83.10 55.03%
5000
39.0
27.0 55.0 g1o 80
0'”&?9P”M'”h”'¢MLINLP'”P”'P“W'”W”'W””I””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\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 3,6-dimethyl- Concentration Rank 7

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

6.05 21.74 ng 12811700 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 76
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 64
3 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 47
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 47
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 47

Abundance Scan 347 (6.053 min): BF093310.D (-344) (-) m/z 57.10 100.00%
57.1
5000
83.1
113.2 580 6.00 6.20 640
h 97.1 1262 1455 580 6.00 620 6.40

o

el M T A2 a2 Y7010 59, 75%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18461: Octane, 3,6-dimethyl-
57.0
71.0

5000 R R N

43.0 580 6.00 6.20 6.40
29.0 113.0 m/z 43.10 55.19%
o L0 g5 | yyrp 1420
e e T T A EaaE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
43.0 5.80 6.00 6.20 6.40
5000 7.0 m/z 41.10 45.94%

29.0

850 080 120 1270 1420

miz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27143: Octane, 2,3,6-trimethyl- A BEE T S
57.0 710 5.80 6.00 6.20 6.40
43.0 m/z 55.10 43.64%
5000
29.0
113.0
o 1 “ I 850 990 130 15701400 1560
L L L A A e
mz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptane, 3-ethyl-2-methyl- Concentration Rank 5

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

6.11 25.15 ng 14822100 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
2 Ether. tert-butvl isopropvlidene... 154 C10H180 024524-56-9 39
3 Heptane. 4-propvl- 142 C10H22 003178-29-8 39
4 Hexane. 3-ethvl-2_.5-dimethvl- 142 C10H22 052897-04-8 38
5 Heptane, 2,3,5-trimethyl- 142 C10H22 020278-85-7 33

Abundance Scan 352 (6.110 min): BF093310.D (-350) (-) m/z 57.10 100.00%
57.1
5000
43.1 098.1
R R R R
69.1 85.1 5.80 6.00 6.20 6.40
0 ..,....,....-,|:...,...'.',....',....,..'..,....-,...1.1,1..1..1,2]:?.1.,...??.2.?.,. m/z 43.10 34.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18483: Heptane, 3-ethyl-2-methyl-
57.0
5000 43.0
5.80 6.00 6.20 6.40
98.0 m/z 98.10 32.16%
29.0 ‘ 710 g0
0 "|"Jﬂl""|""|'J"|'"JJ""|""|"'“|"'}}?'9|""|"'%??'9'|
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0
5.80 6.00 6.20 6.40
5000 41.0 98.0 m/z 41.10 17.59%
29.0 69.0
81.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18438: Heptane, 4-propyl- e REmmamEE R
57.0 5.80 6.00 6.20 6.40
m/z 56.10 8.31%
5000 43.0
98.0
o 1, 799 g0 | 1120 1260 1420
m/z--> 20 30 45 55 60 70 80 90 100 110 120 130 140 150 580 6.00 6.0 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decane, 2,5,6-trimethyl- Concentration Rank 11

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

6.25 16.50 ng 9722830 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 78
2 Tridecane. 6-methvl- 198 C14H30 013287-21-3 59
3 Hexane. 2.2.3.3-tetramethvl- 142 C10H22 013475-81-5 53
4 Octane. 4-ethvl- 142 C10H22 015869-86-0 53
5 Hexane, 3-ethyl-2,5-dimethyl- 142 C10H22 052897-04-8 50

Abundance Scan 364 (6.247 min): BF093310.D (-361) (-) m/z 57.10 100.00%
57.1
43.1
5000
711 g51 98.1 HERE S A I
| 11211252 1, 6.00 6.20 6.40 6.60
0 el b e 2402 "m/z 43.10  76.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45600: Decane, 2,5,6-trimethyl-
57.0
43.0
5000 IR S S I

6.00 6.20 6.40 6.60
71.0 m/z 41.10 37.51%

84.0
0 UL %80 11301270 1800
T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0
R RR
6.00 6.20 6.40 6.60
5000 43.0 m/z 56.10 27.68%
71.0
29.0 850 98.0 126.0
0 112.07°7-~140.0154.0 169.0183.0
e T e e T e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18487: Hexane, 2,2,3,3-tetramethyl- R REREEES T
43.0 57.0 6.00 6.20 6.40 6.60
m/z 71.10 23.05%
5000 85.0
71.0 99.0
‘\M \‘\ “ 1l ‘ 127.0
o N S NN T
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF013017.M Thu Mar 02 12:26:28 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,1,2,3-tetram... Concentration Rank 6

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

6.34 24 .35 ng 14346100 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 62
2 4-Nonene. 3-methvl-. (2)- 140 C10H20 063830-69-3 59
3 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 58
4 Cvclooctane. methvl- 126 C9H18 001502-38-1 43
5 Heptane, 4-methylene- 112 C8H16 015918-08-8 38

Abundance Scan 372 (6.339 min): BF093310.D (-369) (-) m/z 69.10 100.00%
69.1
55.1
5000 41.1 125.2
83.1 111.2
| ‘ | | 97.1 140.2 600 620 640 6.60
Ol el el L YT Tm/z 55.10  67.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17375: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
410 55
5000 SN SRR SRR
29.0 125.0 6.00 6.20 6.40 6.60
8.0 m/z 70.10 56.02%
“ ‘ 97.0 111.0 140.0
0'|“*w'“'w'“|J“l"MJ“'WW““l“”w'“'ﬂ"w'”'v'“l”'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
55.0
410 69.0 600 620 640 6.60
5000 m/z 41.10 42 .97%
29.0
83.0
. 111.0 140.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11211: 1-Hexene, 3,3,5-trimethyl- s B
69.0 6.00 6.20 6.40 6.60
m/z 125.20 40.24%
41.0
5000 550
83.0
2o Wl L seo o o
m/z--> 20 30 40 50 60 70 8 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\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.59 Concentration Rank 9

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

6.59 19.09 ng 11247700 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 22
2 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 18
3 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 18
4 Piperidine. 3-chloro-1-ethvl- 147 C7H14CIN 002167-11-5 14
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 14

Abundance Scan 394 (6.590 min): BF093310 D (-388) (-) m/z 132.10 100.00%
55.1 91. 132.1
83.1
5000 i 68.1
T — P
109.1 6.20 6.40 6.60 6.80 7.00
o |!~..'.'.,!.|..,...!,.':..',....,....,~'..-.|!...1.?.2;.2.,.. m/z 97.10  99.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 AR N S SRR R
6.20 6.40 6.60 6.80 7.00
70.0 m/z 55.10 84.67%
310 440
0'”I””J”'WJ'WM'W'”W'”hP“'P”lP'”&%go”“l“”I””I”'W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
620 640 6.60 6.80 7.00
5000 m/z 83.10 53.83%
41.0
69.0
83.0
0 20 111.0 1250 1400
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18048: Ethanone, 1-(1-methylcyclohexyl)- B REmEEEA L
55.0 97.0 6.20 6.40 6.60 6.80 7.00
m/z 68.10 38.58%
5000
43.0
20 || | %080 | 1250 1409
OIII III\I\IIIIIIII I\III III\IIIII II\II T T T T T T —TT —TT T —TT T
m/z--> 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\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, 1-methyl-2-pro... Concentration Rank 20

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

6.67 3.70 ng 2182170 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-methvl-2-propvl- 140 C10H20 004291-79-6 90
2 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 86
3 Cvclohexane. 1-ethvl-1-methvl- 126 C9H18 004926-90-3 80
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-77-7 72
5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 72

Abundance Scan 401 (6.670 min): BF093310 D (-399) (-) m/z 97.10 100.00%
55.1 97
5000
69.1
41'1 831 Trrryrrrryrrrr|yrrrr|yrrrr
' 111.2 140.2 6.40 6.60 6.80 7.00
0 125.2 156.2 m/z 55.10 83.18%
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 91.0
5000 U UL R L
41.0 6.40 6.60 6.80 7.00
200 69.0 m/z 69.10 33.20%
oaso ] ) &0 1110 1250 107
m/z--> 10 20 35 Jo 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
6.40 6.60 6.80 7.00
5000 m/z 41.10 23.44%
41.0
69.0
83.0
0 20 111.0 125.0 1400
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11244: Cyclohexane, 1-ethyl-1-methyl- R B
55.0 97.0 6.40 6.60 6.80 7.00
m/z 70.10 15.40%
5000
29.0 4P 580
0'w%?9v"w'“'v"w'“'v"w'“éi?“l“"v'%i%?'%%QOH'W'“'V'“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-BF013017.M Thu Mar 02 12:26:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.80 65.51 ng 3669500 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
5 Tridecane 184 C13H28 000629-50-5 59
Abundance Scan 762 (10.796 min): BF093310.D (-759) (-) m/z 57.10 100.00%
57.1
5000
85.1
1152 1832 10.40 10.60 10.80 11.00 11.20
I .I.r'.“”z A 283;34 0 m/z 71.10 82.02%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 SRR BULI UL SUILLE B
85.0 10,40 10.60 10.80 11.00 11.20
m/z 43.10 59.84%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.10 32.15%
29.0 85.0
o 1130 155.0183.0
m/z--> 50 100 150 200 250 300 350
Abundance #55012: Tridecane, 4-methyl- A REAmE EEa
43.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 21.86%
5000
85.0
L 1 1130 1950 1050
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.24 64 .92 ng 3636450 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tetradecane 198 C14H30 000629-59-4 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 801 (11.242 min): BF093310.D (-798) (-) m/z 57.10 100.00%
57.1
5000 JA\VwAA,~r~vA»uxﬁ__hJ\_~\
U AR BN B UM
11.00 11.20 11.40 11.60
Obrrrprrrr i 2252 2533 m/z 71.10 80.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45541: Tridecane
57.0
5000 LRI B B UL UL
29.0 85.0 nmnmnmnm
m/z 85.10 46 .35%
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 200 250 250 2éo 2éo 300
Abundance
57.0
"' 11.00 11.20 11.40 1160
5000 85.0 m/z 43.10 43.73%
29.0

113.0 141.0 169.0 198.0

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!- T
57.0 11.00 11.20 11.40 11.60

m/z 41.10 20.41%
113.0

0 ‘ | | 77,1410 183.0 211.0 239.0 267.0 296.0
R A L N ER A A mEa B e e Ad Rt o s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11. 40 11. 60

8270-BF013017.M Thu Mar 02 12:26:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.59 35.46 ng 1986240 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 68
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 64
4 Hexadecane 226 C16H34 000544-76-3 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 831 (11.585 min): BF093310.D (-829) (-) m/z 57.10 100.00%
57.1
5000 e /\A\/K‘/\\‘\JW
179.1
| [z | a2 sy 11170 1140 11100 1160 15,00
Oty bbb b e b b a2 2773 Tnjz 71.10  83.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99477: Nonadecane
57.0
5000 85.0 R IR EE na e
nmnmnmnmnm
290 m/z 43.10 60.94%
113.0
o Lo 1410 1690 1970 2250 2680
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
57.0
11:20 11,40 1160 11.80 12.00
5000 85.0 m/z 85.10 51.02%

113.0
o 141.0  183.0 211.0 239.0 267.0 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- A
57.0 11.20 11.40 11.60 11.80 12.00
m/z 179.10 27 .32%
- T /\MIJM
113.0 210.0
o h Bl T 1410 169.0 " 239.0 266.0  309.0
,”.w”.w”.w.”w.”w.”w.”..”..”..”..”..”..”..”.“”. e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 20 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.32 17.08 ng 956510 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 70
2 Dodecane 170 C12H26 000112-40-3 55
3 Pentadecane 212 C15H32 000629-62-9 53
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 49
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 46

Abundance Scan 895 (12.316 min): BF093310.D (-893) (-) m/z 57.10 100.00%
57.1
5000 206.2

1412 169.2 239.2 12.00 12.20 12.40 12.60
Obrrrprrre bttt i 21022%3 | m/z 71.10 62.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L LB LB LB |
g5.0 12.00 12.20 12.40 12.60
29.0 > m/z 206.20  42.85%
113.0
NI L | “ | 1410 1830 2110 239.0
R A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
12.00 12.20 12.40 12.60
5000 m/z 43.10 42 .53%
85.0
29.0

113.0 141.0 170.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64575: Pentadecane B AREmmEEE R
57.0 12.00 12.20 12.40 12.60
m/z 85.10 34.70%
5000 85.0
290
0 g | 180 1410 169.0 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12. 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.40 6.67 ng 373764 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 95
2 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 91
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 91
4 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 87
5 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 87

Abundance Scan 902 (12.396 min): BF093310.D (-900) (-) m/z 206.20 100.00%

206.2
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
12.00 12.20 12.40 12.60 12.80

94.4 178.
152.1
ol 39.1 63.0 121.1 237.2261.2 306.4 m/z 191.10 50.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60352: Phenanthrene, 2,5-dimethyl-
206.0
5000 BN LI L L L L L L
12.00 12.20 12.40 12.60 12.80
101.0 m/z 189.10 23.48%
dozzosio™0 ) wet®0 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
206.0
R N e R
12.00 12.20 12.40 12.60 12.80
5000 m/z 205.20 23.05%
102.0
27.0 51.0 /60 139.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60342: 9,10-Dimethylanthracene A REAmE EEa
12.00 12.20 12.40 12.60 12.80
m/z 190.10 15.28%

5000

89.0

39.0 63.0 127.0152.0 178
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12100 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl16.03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.03 27.34 ng 896586 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 38
3 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 32
4 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HO9N7 017539-50-3 27
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 27
Abundance Scan 1220 (16.031 min): BF093310.D (-1218) (-) m/z 191.20 100.00%
191.2
5000 95.1
55.1 37.2 IR SN SUNILR SRR B
15.80 16.00 16.20 16.40
o 245.2280.2313.3347.4 383.4 425.4 /7 9510 47 67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000128.0 L BRI BULELN BN UL
mmmmmmmm
950 1350 m/z 177.20 46.88%
0..|....|....|...|.... L e
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
95.0 IR SN SUNILR SRR B
15.80 16.00 16.20 16.40
50000 430 m/z 81.10 42 .57%
135.0
o 224,0 264.0 303.0 3600
miz-> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane R AR RRRES T
191.0 15.80 16.00 16.20 16.40
m/z 69.10 33.77%
5000 109.0
49.0
WL e o
b g SN
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093310.D

Aca On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample : 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 28-Nor-17.beta.(H)-hopane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.44 21.03 ng 689566 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 78
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 68
3 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 56
4 2-(2-((2-Chloro-6-fluorobenzvl)s... 334 C17H16CIFN2S 1000298-18-2 43
5 Phenol, 2,4-bis(1,1-dimethylethyl)- 206 C14H220 000096-76-4 43
Abundance Scan 1256 (16.443 min): BF093310.D (-1253) (-) m/z 191.20 100.00%
191.2
5000 951

55.1 36.2 R s e T
16.20 16.40 16.60 16.80

OMMM%W m/z 95.10  35.54%

m/z--> 50 100 150 200 250 300 350 400
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 LA B L L L L L L
109.0 16.20 16.40 16.60 16.80
398.0 m/z 81.10 32.79%
| m %490 260.0 3850 |
| NS [N U ....,....,‘...“.‘,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
e RARREEE RS
16.20 16.40 16.60 16.80
5000/28.0 m/z 69.10 27.89%
95.0 135.0
oA e
m/z--> 50 100 150 200 250 300 350 400
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- e RARREEE RS
95.0 191.0 16.20 16.40 16.60 16.80
m/z 123.10 24 _79%
43.0
5000
‘ J 135.0
ol .,'.L‘lw' - | 2240 2640 o S —
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093310.D

Acq On : 2 Mar 2017 00:56

Operator : SJ/MA

Sample - 12002-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : 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, 1,1,... 4.93 6.2 ng 3665410 1 6.82 11784800 20.0
Cyclohexane, 1,2,... 5.15 7.4 ng 4342000 1 6.82 11784800 20.0
Cyclopentane, butyl- 5.54 4.6 ng 2691410 1 6.82 11784800 20.0
Cyclohexane, 1l-et... 5.62 4.8 ng 2807040 1 6.82 11784800 20.0
Cyclohexane, 1-et... 5.80 10.5 ng 6179940 1 6.82 11784800 20.0
7-Methylbicyclo[4... 5.94 6.9 ng 4075750 1 6.82 11784800 20.0
Octane, 3,6-dimet... 6.05 21.7 ng 12811700 1 6.82 11784800 20.0
Heptane, 3-ethyl-_.. 6.11 25.1 ng 14822100 1 6.82 11784800 20.0
Decane, 2,5,6-tri... 6.25 16.5 ng 9722830 1 6.82 11784800 20.0
Cyclohexane, 1,1,... 6.34 24_4 ng 14346100 1 6.82 11784800 20.0
unknown6 .59 6.59 19.1 ng 11247700 1 6.82 11784800 20.0
Cyclohexane, 1-me... 6.67 3.7 ng 2182170 1 6.82 11784800 20.0
Heptacosane 10.80 65.5 ng 3669500 4 11.34 1120230 20.0
Tridecane 11.24 64.9 ng 3636450 4 11.34 1120230 20.0
Nonadecane 11.59 35.5 ng 1986240 4 11.34 1120230 20.0
Pentadecane, 2,6,... 12.32 17.1 ng 956510 4 11.34 1120230 20.0
Phenanthrene, 2,5... 12.40 6.7 ng 373764 4 11.34 1120230 20.0
unknown16.03 16.03 27.3 ng 896586 6 15.41 655768 20.0
28-Nor-17 .beta.(H... 16.44 21.0 ng 689566 6 15.41 655768 20.0
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