LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\

Data File : BF086189.D

Aca On 9 Apr 2016 1:05 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 H2334-03 TW-3-O4062516
ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.533 31 39 43 rBV 113577 286496 1.99% 0.179%
2 3.470 113 121 122 rBvY 194859 431039 3.00% 0.269%
3 3.516 122 125 132 rVB 474076 1006927 7.01% 0.629%
4 3.653 132 137 141 rBV 163038 345129 2.40% 0.215%
5 3.836 147 153 155 rBvY 296932 612439 4.26% 0.382%
6 3.893 155 158 161 rVB 120574 214197 1.49% 0.134%
7 4.007 163 168 171 rBv2 124735 284716 1.98% 0.178%
8 4.064 171 173 177 rVB 169512 329259 2.29% 0.206%
9 4.167 181 182 184 rBvV 247047 398910 2.78% 0.249%
10 4.224 184 187 192 rVB 1294848 2003035 13.94% 1.251%

11 4.338 192 197 201 rVB 366331 557612 3.88% 0.348%
12 4._.579 215 218 219 rBV 143030 203939 1.42% 0.127%
13 4.613 219 221 223 rVB 119729 156786 1.09% 0.098%
14 4.693 223 228 230 rBV 507604 775944 5.40% 0.484%
15 4._.750 230 233 235 rBV3 298429 817855 5.69% 0.511%

16 4.796 235 237 240 rVB 1234062 1738479 12.10% 1.085%
17 4.853 240 242 247 rBV2 812647 2122910 14.78% 1.325%
18 4.921 247 248 251 rVvB2 220902 325587 2.27% 0.203%
19 5.001 251 255 259 rVvB 205208 342950 2.39% 0.214%
20 5.081 259 262 263 rBV 1176250 1653815 11.51% 1.033%

21 5.150 266 268 269 rBV 737039 695365 4.84% 0.434%
22 5.173 269 270 272 rBV2 405317 777527 5.41% 0.485%
23 5.207 272 273 276 rVB 1061684 1151663 8.02% 0.719%
24 5.287 276 280 282 rBV2 3812635 8864996 61.72% 5.535%
25 5.321 282 283 286 rVB 857714 928506 6.46% 0.580%

26 5.379 286 288 291 rBV 697084 954255 6.64% 0.596%
27 5.424 291 292 293 rVB 281536 193134 1.34% 0.121%
28 5.459 293 295 298 rBV 1114924 2110235 14.69% 1.317%
29 5.504 298 299 301 rvB 716205 927358 6.46% 0.579%
30 5.550 301 303 307 rVvB2 3754606 6079325 42.32% 3.796%

31 5.630 307 310 315 rVB 3432079 5841546 40.67% 3.647%
32 5.733 315 319 321 rBV 1772419 2854721 19.87% 1.782%
33 5.767 321 322 328 rVB3 452039 1188291 8.27% 0.742%
34 5.870 328 331 334 rBV2 1538835 2996400 20.86% 1.871%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\

Data File : BF086189.D

Aca On 9 Apr 2016 1:05 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 H2334-03 TW-3-O4062516
ALS Vial : 28 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040216.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 5.927 334 336 338 rBv2 535084 971403 6.76% 0.606%

36 5.973 338 340 343 rBVv2 2527919 5072830 35.32% 3.167%
37 6.030 343 345 346 rBV 633878 609591 4.24% 0.381%
38 6.179 354 358 361 rBV3 1658091 5393490 37.55% 3.367%
39 6.259 361 365 370 rvv2 3557058 13637091 94.94% 8.514%
40 6.339 370 372 375 rVvv2 2439782 4681510 32.59% 2.923%

41 6.430 377 380 382 rvB 2113877 3777300 26.30% 2.358%
42 6.510 382 387 390 rBV5 1328352 4236230 29.49% 2.645%
43 6.579 390 393 400 rvB2 3869366 14363891 100.00% 8.968%
44 6.704 400 404 405 rBV2 1345409 2908322 20.25% 1.816%
45 6.773 408 410 411 rBV 1251904 1889423 13.15% 1.180%

46 6.807 411 413 419 rVB 1834896 3801507 26.47% 2.373%
47 6.899 419 421 422 rBV 1507814 2412523 16.80% 1.506%
48 7.036 427 433 434 rBV4 2299083 6724232 46.81% 4.198%
49 7.082 434 437 441 rVV3 1336746 4220322 29.38% 2.635%
50 7.150 441 443 444 rVWV 974010 1372688 9.56% 0.857%

51 7.253 448 452 453 rBV 1006466 2619077 18.23% 1.635%
52 7.322 453 458 460 rBV3 1258597 4235570 29.49% 2.644%
53 7.562 477 479 485 rVB3 1626621 5521551 38.44% 3.447%
54 7.722 487 493 496 rBV3 1207190 5881808 40.95% 3.672%
55 12.374 897 900 901 rvB 1382222 2133855 14.86% 1.332%

56 12.728 929 931 933 rVB 1562326 2446945 17.04% 1.528%
57 12.842 939 941 947 rVB2 1136906 2141339 14.91% 1.337%
58 13.082 959 962 963 rBV 1949671 2237004 15.57% 1.397%
59 13.414 989 991 998 rVB 1893048 2313735 16.11% 1.445%
60 13.711 1015 1017 1018 rBV 223613 317745 2.21% 0.198%

61 13.734 1018 1019 1025 rVB 1223927 1651196 11.50% 1.031%
62 13.894 1031 1033 1034 rVB 502993 439976 3.06% 0.275%
63 14.054 1044 1047 1049 rBvV 592995 779000 5.42% 0.486%
64 14.351 1071 1073 1075 rVB 433879 422918 2.94% 0.264%
65 14.648 1096 1099 1101 rVB 142187 202255 1.41% 0.126%

66 15.277 1152 1154 1157 rBV 472780 583654 4._.06% 0.364%

Sum of corrected areas: 160171327
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

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

Abundance TIC: BF086189.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 19

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

4.85 22.47 ng 2122910 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 90
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 72
3 Cvclopentane. 1.1.3-trimethvl-3-... 166 C12H22 074421-09-3 59
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 56
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 56

Abundance Scan 242 (4.853 min): BF086189D(240)() m/z 111.10 100.00%
69.1 11
5000
4.60 4.80 5.00 5.20
o 1261 m/z 69.10 79.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11223: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 41.0 550
4.60 4.80 5.00 5.20
270 83.0 m/z 55.10 42.92%
mz-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
69.0 111.0
4.60 4.80 5.00 5.20
5000 550 m/z 41.10 29.43%
41.0 126.0
21.0 83.0 970
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #33354: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
69.0 4.60 4.80 5.00 5.20
111.0 m/z 83.10 25.42%
5000
55.0 95.0
41.0
o 210 | | 820 | 137.0 1510 1650

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 Cyclohexane, 1,2,3-trimethy... Concentration Rank 20

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

5.46 22.34 ng 2110240 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-., (... 126 C9H18 001678-81-5 62
2 Cvclopentane. 2-ethvl-1.l1-dimethvl- 126 C9H18 054549-80-3 49
3 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 49
4 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 46
5 2,2-Dimethyl-3-heptene trans 126 C9H18 019550-75-5 46

Abundance Scan 295 (5.459 min): BF086189.D (-293) (-) m/z 55.10 100.00%
58.1 69.1
83.1
41.1
5000
orl 1111 125.2
| | | ‘I | 5.20 5.40 5.60 5.80
o} | o0 1 O e | R | ,,, m/z 69.10 85.65%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11274: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69.0
55.0
410 111.0
5000 U R UL UL R
83.0 126.0 5.20 5.40 5.60 5.80
27.0 ' 970 m/z 83.10 63.77%
0'W}?QP'”I”'W'”'P'“I”'W'”'P'” “JW'”'H'“I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
56.0 9.0
5.20 5.40 5.60 5.80
5000 41.0 m/z 56.10 61.10%
84.0 111.0
98.0 126.0
G s R R AR R RN AR RARAN RARRN LRSS RARAS RARSS AR RAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3258: 1-Hexene, 3—methy|— T T T[T T T[T T [rrrrrr
55.0 5.20 5.40 5.60 5.80
41.0 69.0 m/z 41.10 54_63%
5000
27.0
83.0 980
0'w}ﬁqw'LM“'LH“'ww“|“”w'“'w'“|“'w'“'w'“|“'w'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 7

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

5.55 64 .35 ng 6079330 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 p-Xvlene 106 C8H10 000106-42-3 97
3 o-Xvlene 106 C8H10 000095-47-6 97
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 87
5 Ethylbenzene 106 C8H10 000100-41-4 83

Abundance Scan 303 (5.550 min): BF086189.D (-301) (-) m/z 91.10 100.00%
91.1
5000 106.1
391 511 es1 71 | 520 540 5.60 5.80
Ol bl el il Tm/z 106.10  47.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4977: Benzene, 1,3-dimethyl-
91.0
106.0
5000
5.20 5.40 5.60 5.80
w0 510 770 m/z 105.10 20.61%
TN N S NN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
106.0 5.20 5.40 5.60 5.80
5000 m/z 77.10 12 .56%
180 270 390 510 g5o 77O
O R e o T s L e o
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4960: o-Xylene
91.0 5.20 5.40 5.60 5.80
m/z 51.10 8.43%
5000 106.0
51.0 77.0
ot 20 T el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 4 Nonane Concentration Rank 8

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

5.63 61.83 ng 5841550 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 94
2 Octane 114 C8H18 000111-65-9 72
3 Tetradecane 198 C14H30 000629-59-4 72
4 4.4-Dimethvl octane 142 C10H22 015869-95-1 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 47

Abundance Scan 310 (5.630 min): BF086189.D (-307) (-) m/z 43.10 100.00%
43.1
5000 85.1
7011
1110 128.2 520 540 5.60 5.80 6.00
o A m/z 57.10 99.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12252: Nonane
43.0
5000
520 540 5.60 5.80 6.00
270 m/z 41.10 53.58%
0"'Pl"w”'“l'ﬂ'I'”¥?P”':?§RI"”I"'W"'W'
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
43.0
5.0 540 560 580 600
5000 m/z 85.10 44 .25%
85.0
27.0
70,0 114.0
e L S L S UL WL B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55009: Tetradecane
57.0 520 540 5.60 5.80 6.00
m/z 71.10 30.98%
41)0
5000 850
0 L ‘ A g 1130 1410 1690 1980
m/z--> 2'0 4'0 6|0 8IO 1(')0 150 14'10 1('30 1&'30 2(')0 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 1-Ethyl-3-methylcyclohexane... Concentration Rank 16

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

5.73 30.22 ng 2854720 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvIl-3-methvilcvclohexane (c.t) 126 C9H18 003728-55-0 94
2 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 91
3 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 91
4 Cvclohexane. 1-ethvl-2-methvl-., ... 126 C9H18 004923-78-8 90
5 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 80

Abundance Scan 319 (5.733 min): BF086189.D (-315) (-) m/z 97.10 100.00%
97.1
55.1
5000
41.1 69.1
| | 81.1 | 112 126.2 5.40 5.60 5.80 6.00
O prerrprrrr e et it el ek e b m/z 55.10  74.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11251: 1-Ethyl-3-methylcyclohexane (c,t)
55.0 91.0
5000 AL U S
540 560 5.80 6.00
41.0 69.0 126.0 m/z 69.10 24 .40%
o0 B0 o we |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55.0 97.0
540 560 580 600
5000 m/z 41.10 21.34%
41.0 69.0 126.0
o 270 81.0 111.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11249: cis-1-Ethyl-3-methyl-cyclohexane A B B
55.0 97.0 540 560 5.80 6.00
m/z 96.10 14.93%
5000
41.0 69.0 126.0
0 "I""I"??I?"'I""I""I""I"'éf'?"l""l"}ﬁ% R'I""I""
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 unknown5.87 Concentration Rank 15

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

5.87 31.72 ng 2996400 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-3-Hexenvl iso-butvrate 170 C10H1802 041519-23-7 43
2 3-Hexen-1-ol. propanoate. (2)- 156 C9H1602 033467-74-2 43
3 7-Methvlibicvclol4.2.0loctane 124 C9H16 1000210-90-2 35
4 2.4-Hexadiene. (E.Z)- 82 CG6H10 005194-50-3 30
5 3-Hexen-1-ol, acetate, (E)- 142 C8H1402 003681-82-1 27

Abundance Scan 331 (5.870 min): BF086189.D (-328) (-) m/z 57.10 100.00%
57.1
82.1
43.1
5000
560 5.80 6.00 6.20
Obrprrrrpere e m/z 82.10 74.24%

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

Abundance #35814: cis-3-Hexenyl iso-butyrate
43.0 67.0 820
5000
0 5.60 5.80 6.00 6.20
5. m/z 67.10 65.18%
w0 |||
O e T T T T T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
82.0
5.60 5.80 6.00 6.20
5000 m/z 43.10 62.64%
41.0 69.0

98.0  114.0126.0 141.0 156.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #10340: 7-Methylbicyclo[4.2.0]octane
67.0 82.0 5.60 5.80 6.00 6.20
m/z 55.10 59.90%
5000 a0 40
27.0
‘\ \‘ i m‘ 95\\0 109.0 124.0
O e R T e e e e e e e e e S A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 Nonane, 3-methyl- Concentration Rank 10

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

5.97 53.70 ng 5072830 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 55
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 55
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 42
5 3-Bromooctane 192 C8H17Br 000999-64-4 38

Abundance Scan 340 (5.973 min): BF086189.D (-338) (-) m/z 57.10 100.00%
57.1
71.1
83.1
41.1
5000
| h ‘ 97.1 11321262 o 560 580 6.0 6.20
Obrrrprrrr et il e e b b 22 | m/z 71.10  72.83%
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
m/z 83.10 63.06%
0
0 15'0 ‘\ “ . \‘\ Ly 8?0 98.0 | 127.0 142.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
43.0 710 5.60 5.80 6.00 6.20
5000 m/z 55.10 56.06%
29.0 113.0
ol 150 80 70 127.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18461: Octane, 3,6-dimethyl- BT B
57.0 5.60 5.80 6.00 6.20
71.0 m/z 41.10 54 _.01%
5000 430
29.0 113.0
o | A, ‘ ‘ 80 990 ‘ 127.0 142.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 620

8270-BF040216.M Mon Apr 11 18:34:43 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Benzene, propyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
" 6.18 57.09ng 5393490  1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzene. propvi- 120 coH12 000103-65-1 55

013622-43-0 47
000104-63-2 43
003647-71-0 43
004152-09-4 43

2 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN
3 Ethanol. 2-T(phenvImethvD)aminol- 151 C9H13NO
4 N-Benzvl-2-phenethvlamine 211 C15H17N
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2

Abundance Scan 358 (6.179 min): BF086189.D (-354) (-) m/z 91.05 100.00%
91.0
5000 57.1
43.1 120.1
| 711 580 6.00 6.20 6.40 6.60
105.1 |
0..,....,....,....',l....,'..'.'.,..|..';...-!,.!'..,.'..!,....,....-..'..,..1.‘.‘9.2..,....,....,. m/z 57.10 39.97%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #9109: Benzene, propyl-
91.0
5000
5.80 6.00 6.20 6.40 6.60
120.0 m/z 43.10 24 .43%
65.0
o 26.0 390 520 >37 780 2050
T T T R R e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
91.0
R e B EAa )
120.0 5.80 6.00 6.20 6.40 6.60
5000 m/z 120.10 22.74%
28.0 41.0 65.0 139.0  164.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #23865: Ethanol, 2-[(phenylmethyl)amino]-
91.0 5.80 6.00 6.20 6.40 6.60
m/z 41.10 15.49%
5000 120.0
65.0

ol 180 39.0 52.0 78.0 1%0 , 133.0 151.0
T T T T R R [ e e e e R o o N )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 580 6.00 620 6.40 6.60

8270-BF040216.M Mon Apr 11 18:34:44 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 Benzene, l-ethyl-3-methyl- Concentration Rank 2

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

6.26 144.35 ng 13637100 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 81
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 81
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 81
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 81

Abundance Scan 365 (6.259 min): BF086189.D (-361) (-) m/z 105.10 100.00%
106.1
5000
120.1
391 571 Tl 6.00 6.20 6.40 6.60
Olrr e bttt e st b i it :2 | m/z 120.10  31.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 6.00 6.20 6.40 6.60
010 m/z 77.10 12.08%
150 27.0 390 510 65.0 77\"\0 Ll

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

Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 79.10 10.90%
120.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 57.10 9.39%
120.0
5000

27.0 390 510 650 77"‘0 Lo

e N 1 R P 1| 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

8270-BF040216.M Mon Apr 11 18:34:45 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 10 unknown6.51 Concentration Rank 11

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

6.51 44_.84 ng 4236230 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 25
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 25
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
4 Sorbic Acid 112 C6H802 000110-44-1 16
5 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 15

Abundance Scan 387 (6.510 min): BF086189.D (-382) (-) m/z 132.10 100.00%
132.1
551 97.1
5000

6.20 6.40 6.60 6.80

o 1522 m/z 97.10 67.52%
m/z--> 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 LI L L L L L LB LB |
6.20 6.40 6.60 6.80
70.0 m/z 55.10 61.02%
310 440
\ 0 | 860 | 116.0
R § o = -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132.0
R RARRSREEEE R
97.0 6.20 6.40 6.60 6.80
5000 m/z 83.10 36.71%
70.0
52.0
0 810 86.0 116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e AR B
132.0 6.20 6.40 6.60 6.80
0
69.0 m/z 68.10 35.23%
104.0
5000
31.0 51.0
R o O, e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.20 6.40 6.60 6.80

8270-BF040216.M Mon Apr 11 18:34:45 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 11 Benzene, 1,2,3-trimethyl- Concentration Rank 1

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

6.58 152.05 ng 14363900 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 393 (6.579 min): BF086189.D (-390) (-) m/z 105.10 100.00%
105.1
5000 120.1
431 71
| | 771 911 | 142.2 6.20 6.40 6.60 6.80 7.00
Ober prrre prrre el et b el el 922 L Tm/z 120.10  45.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 57.10 25_47%
150 27.0 390 510 650 77\'\0 0 !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
1200 620 640 6.60 6.80 7.00
5000 m/z 43.10 21.70%
. 27.0 490 510 650 (0 910
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9121: Benzene, 1,3,5-trimethyl- LML s e oo
105.0 6.20 6.40 6.60 6.80 7.00
m/z 119.10 13.20%
120.0
5000
150 270 390 510 50 10 910 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

8270-BF040216.M Mon Apr 11 18:34:46 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 12 Benzene,

(1-methylethyl)-

Relative to ISTD

Concentration Rank 13

R.T. EstConc Area
6.81 40.24 ng 3801510
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

1 Benzene. (1-methvlethvl)-
2 Benzene. l-ethvl-4-methvl-
3 Benzene. 1.3.5-trimethvl-
4 Benzene. l-ethvl-2-methvl-
5 Benzene, 1,2,3-trimethyl-

000098-82-8 80
000622-96-8 72
000108-67-8 72
000611-14-3 72
000526-73-8 64

m/z 105.10 100.00%

6.40 6.60 6.80 7.00 7.20

m/z 120.10 39.43%

6.40 6.60 6.80 7.00 7.20

m/z 106.10 8.96%

6.40 6.60 6.80 7.00 7.20

m/z 77.10 8.60%

6.40 6.60 6.80 7.00 7.20

m/z 79.10 8.03%

Abundance Scan 413 (6.807 min): BF086189.D (-411) (-)
105.1
5000 120.1
77.1
0 39.1 511631 "' 891 | . 1392 154.2
T I TR e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9117: Benzene, (1-methylethyl)-
105.0
5000
120.0
51.0 77.0
270 39‘.\0 \‘ 63.0 91.0
O P T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0
5000
120.0
150 270 39.0 51.0 650 /7-0 910
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0
120.0
5000
27.0 390 5.0 g5 10 910 |
-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

I
6.40 6.60 6.80 7.00 7.20

8270-BF040216.M Mon Apr 11 18:34:46 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 14 Benzene, 1l-methyl-3-propyl- Concentration Rank 6

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

7.04 71.18 ng 6724230 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 76
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 76
3 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 76
4 Benzene. (1-methvlpropvl)- 134 C10H14 000135-98-8 58
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 58

Abundance Scan 433 (7.036 min): BF086189.D (-427) (-) m/z 105.10 100.00%
105.1
5000
57.1 134.2
43.1
| 77.1 911 | 1191 156.2 6.80 7.00 7.20 7.40
Obrrrrreprrrrprrrdbere et bbb e e e 2282 L Tm/Zz 134.15 0 31.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14340: Benzene, 1-methyl-3-propyl-
105.0
5000
134.0 6.80 7.00 7.20 7.40
' m/z 57.10 28.09%
150 27.0 390 510 650 770 M | 1190
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0
" 680 7.00 7.0 7.40
5000 m/z 43.10 18.77%
134.0
o150 27.0 39.0 510 650 770 910 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14342: Benzene, 1-methyl-2-propyl- R Bl Bama S
105.0 6.80 7.00 7.20 7.40
m/z 106.10 13.67%
5000
134.0
150 270 390 510 650 770 910 | 1190 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF040216.M Mon Apr 11 18:34:47 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 15 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 12

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

7.08 44 _67 ng 4220320 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 93
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 90
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90

Abundance Scan 437 (7.082 min): BF086189.D (-434) (-) m/z 119.10 100.00%
119.1
91.1
5000 134.2
711 6.80 7.00 7.20 7.40
51.1 103.1
o..,....,....,..?.9,.1...,....,.~.'..,'...':,....,I...,.'.-..,..'.'.l....,.-.-..,....1,5.3?-.2],. m/z 91.10 53.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119.0
5000 U L L L I
134.0 6.80 7.00 7.20 7.40
91.0 m/z 134.15 37.57%
. 150 27.0 410 53¢ 65.0 77.0 1030 |
s T B i G T b e 1 135 180 1h0 1"
Abundance
119.0
6.80 7.00 7.20 7.40
5000 m/z 92.10 17.60%
134.0

91.0 105.0
15.0 27.0 39.0 51.0 65.0 77.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14397: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 6.80 7.00 7.20 7.40
m/z 120.10 10.10%
5000
134.0
91.0

o 15.0 27.0 410 53.0 650 770 1050 Ul

T T T T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40

8270-BF040216.M Mon Apr 11 18:34:48 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 16 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 17

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

7.25 27.72 ng 2619080 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
2 Benzene. l1l-methvl-4-(1l-methvleth... 134 C10H14 000099-87-6 94
3 Benzene. l1-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 93
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 452 (7.253 min): BF086189.D (-448) (-) m/z 119.10 100.00%
119.1
5000
134.1
77.1 1.1 7.00 7.20 7.40 7.60
105.1 : : : :
Obrrrrrrrrer 331 BLL 681 T | 0L b 15321682 s a6 30, 64t
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
7.00 7.20 7.40 7.60
910 134.0 m/z 91.10 16.22%
0 27.0 4.0 30 77.0 | 1050 |
B o O NP PN IV A
Abundance
119.0
700 7.20 7.40 7.60
5000 m/z 120.10 10.30%
134.0
91.0
o 27.0 41.0 550 71.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119.0 7.00 7.20 7.40 7.60
m/z 117.10 8.63%
5000
134.0
91.0
o 270 410 630 77.0 | 1040 |
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 130 14'10 150 160 170 7.00 7.20 7.40 7.60

8270-BF040216.M Mon Apr 11 18:34:48 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 17 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.08 101.69 ng 2237000 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 962 (13.082 min): BF086189.D (-959) (-) m/z 57.10 100.00%
57.1
85.2
5000

| ]1 141.2 16021072 12.80 13.00 13.20 13.40
b d | 7 109-2197.22253253.3281.8 3244 | gz 71.10  81.31%

m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 LA L L L L L L L
12.80 13.00 13.20 13.40
m/z 85.15 62.23%
29.0 11301410
0 \‘ | h H\ I h‘ u‘ o \1690197022502530 296.0
e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
I Ea e  BERREmE
85.0 12.80 13.00 13.20 13.40
5000 m/z 43.10 61.68%
225.0
113.0
o 29.0 141.0169.0196 o 352.0
e IR e o e e e LA e e e o S
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane e e ERRES BE s
57.0 12.80 13.00 13.20 13.40
m/z 41.10 24 .64%
5000 85.0
29.0 30
oL Ll Ly ) [79141.0160.0197.0205,0 2540
e I Ea e  BERREmE
m/z--> 50 100 150 200 250 300 350 12. 80 13.00 13.20 13.40

8270-BF040216.M Mon Apr 11 18:34:49 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040816\
Data File : BF086189.D

Aca On > 9 Apr 2016 1:05

Operator : UM/SJ

Sample : H2334-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 18 Hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.41 105.18 ng 2313740 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octadecane 254 C18H38 000593-45-3 86
3 Nonadecane 268 C19H40 000629-92-5 80
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
Abundance Scan 991 (13.414 min): BF086189.D (-989) (-) m/z 57.10 100.00%
57.1
85.1
5000
2011 2169 2 13.00 13.20 13.40 13.60 13.80
ol | I b I L 114}21692197.2225 3253 3261 3300.3338.4 m/z 71.10  79.05%
m/z--> 100 150 200 250 300 350
Abundance #73963: Hexadecane
57.0
5000 AU B B
85.0 13100 13.20 13.40 13.60 13.80
29.0 m/z 85.10 61.67%
0 \‘ ‘ \ i “1113.0\14:}'0‘169'0197'0 226.0
m/z--> 50 160 150 200 250 300 3%0
Abundance
57.0
13.00 13.20 13.40 13.60 13.80
5000 85.0 m/z 43.10 61.01%
29.0
. 113.0141.0169.0197.0225,0 254.0
m/z--> 55 160 150 260 250 360 3%0
Abundance #99477: Nonadecane B o
57.0 13.00 13.20 13.40 13.60 13.80
m/z 41.10 24 .94Y%
5000 85.0
29.0
o ‘ ‘ | ‘11? 9141 0169.0197.0225.0 268.0
m/z--> 50 1(')0 150 200 250 300 351;0 13. oo 13. 20 13. 40 13 60 13. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF040816\

Data File : BF086189.D

Acg On : 9 Apr 2016 1:05 Instrument :
Operator : UM/SJ gmgigamlem'
3?22 le H2334-03 TW-3-O4062316
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1,1,... 4.85 22.5 ng 2122910 1 6.75 1889420 20.0
Cyclohexane, 1,2,... 5.46 22.3 ng 2110240 1 6.75 1889420 20.0
Benzene, 1,3-dime... 5.55 64.3 ng 6079330 1 6.75 1889420 20.0
Nonane 5.63 61.8 ng 5841550 1 6.75 1889420 20.0
1-Ethyl-3-methylc... 5.73 30.2 ng 2854720 1 6.75 1889420 20.0
unknown5 .87 5.87 31.7 ng 2996400 1 6.75 1889420 20.0
Nonane, 3-methyl- 5.97 53.7 ng 5072830 1 6.75 1889420 20.0
Benzene, propyl- 6.18 57.1 ng 5393490 1 6.75 1889420 20.0
Benzene, l-ethyl-_.. 6.26 144 .3 ng 13637100 1 6.75 1889420 20.0
unknown6 .51 6.51 44_.8 ng 4236230 1 6.75 1889420 20.0
Benzene, 1,2,3-tr... 6.58 152.1 ng 14363900 1 6.75 1889420 20.0
Benzene, (1-methy... 6.81 40.2 ng 3801510 1 6.75 1889420 20.0
Benzene, 1l-methyl... 7.04 71.2 ng 6724230 1 6.75 1889420 20.0
Benzene, 1l-methyl... 7.08 44.7 ng 4220320 1 6.75 1889420 20.0
Benzene, 1l-methyl... 7.25 27.7 ng 2619080 1 6.75 1889420 20.0
Heneicosane 13.08 101.7 ng 2237000 5 13.89 439976 20.0

5

Hexadecane 13.41 105.2 ng 2313740 13.89 439976 20.0
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