LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 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-BF123115.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 2.224 3 12 15 rVB 281789 700812 1.05% 0.107%
2 2.715 40 55 59 rBY 1001563 2849507 4.26% 0.434%
3 3.264 92 103 112 rVB2 265004 717668 1.07% 0.109%
4 3.687 133 140 144 rBV2 1684055 4848037 7.25% 0.738%
5 3.847 149 154 157 rBY 1555578 3160251 4.73% 0.481%
6 4.007 162 168 171 rBvV2 2239039 4701037 7.03% 0.716%
7 4.064 171 173 178 rVB 1030838 1491549 2.23% 0.227%
8 4.178 178 183 185 rBY 1029688 1990426 2.98% 0.303%
9 4.224 185 187 191 rVB 1004302 2063749 3.09% 0.314%
10 4_.373 192 200 206 rBV2 5369234 11575421 17.32% 1.763%

11 4.487 206 210 214 rVB 1884415 3148575 4.71% 0.479%
12 4.590 214 219 222 rBV2 446052 942037 1.41% 0.143%
13 4.715 227 230 231 rBV 873532 1291572 1.93% 0.197%
14 4._.750 231 233 235 rVB 719814 881326 1.32% 0.134%
15 4.830 235 240 242 rBV 2633843 4441221 6.65% 0.676%

16 4.875 242 244 246 rBV2 1509159 3263388 4._.88% 0.497%
17 4.921 246 248 252 rVB2 5228308 9670718 14.47% 1.473%
18 4.990 252 254 258 rBV2 4659273 8791451 13.15% 1.339%
19 5.058 258 260 262 rVB 1570967 2055717 3.08% 0.313%
20 5.127 262 266 269 rVB 1238657 2194126 3.28% 0.334%

21 5.207 269 273 276 rBV 4851507 11010948 16.47% 1.677%
22 5.276 276 279 280 rBV 6425137 7917347 11.85% 1.206%
23 5.333 282 284 287 rVB 5807394 8270504 12.37% 1.259%
24 5.413 287 291 297 rVB2 13640642 30031630 44.93% 4_.573%
25 5.504 297 299 301 rBV 2596332 4440812 6.64% 0.676%

26 5.538 301 302 304 rVvB 875189 873709 1.31% 0.133%
27 5.584 304 306 308 rBV2 4847830 8372330 12.53% 1.275%
28 5.630 308 310 311 rBV 2229188 2500421 3.74% 0.381%
29 5.664 311 313 317 rVB2 9649849 18464314 27.63% 2.812%
30 5.744 317 320 326 rVB 12132807 22696320 33.96% 3.456%

31 5.847 326 329 331 rBV2 6328137 8105993 12.13% 1.234%
32 5.893 331 333 337 rBv4 2042871 5138084 7.69% 0.782%
33 5.984 338 341 343 rBV2 5879972 10745481 16.08% 1.636%
34 6.041 343 346 347 rBV2 1641036 2645002 3.96% 0.403%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 6.087 347 350 353 rBV2 8080531 18051380 27.01% 2.749%
36 6.133 353 354 364 rVB5 5540920 19961668 29.87% 3.040%
37 6.293 364 368 370 rBV2 7135828 19282689 28.85% 2.936%
38 6.384 370 376 380 rBV4 10202953 48390022 72.40% 7.369%
39 6.453 380 382 387 rVB4 7174597 16418372 24.57% 2.500%
40 6.533 387 389 392 rVB 4951703 7306827 10.93% 1.113%
41 6.613 392 396 398 rBV4 2055594 5667159 8.48% 0.863%
42 6.693 398 403 410 rVB2 14823954 66834431 100.00% 10.178%
43 6.819 410 414 415 rBV2 2279001 5658502 8.47% 0.862%
44 6.841 415 416 417 rBV 1464080 1380392 2.07% 0.210%
45 6.876 417 419 420 rBV 4075759 5397283 8.08% 0.822%
46 6.910 420 422 428 rVB2 6443820 16990362 25.42% 2.587%
47 7.036 428 433 437 rVB3 7164965 23466980 35.11% 3.574%
48 7.139 437 442 443 rBV3 8080140 20162172 30.17% 3.070%
49 7.184 443 446 450 rBV3 3753372 12725186 19.04% 1.938%
50 7.436 463 468 469 rBV3 4360689 14031658 20.99% 2.137%
51 8.190 527 534 537 rBV4 6786439 34137719 51.08% 5.199%
52 11.733 840 844 845 rBVY 4505050 9760159 14.60% 1.486%
53 12.122 874 878 879 rVB 6003686 10111798 15.13% 1.540%
54 12.385 899 901 904 rVB2 2562267 3728981 5.58% 0.568%
55 12.499 907 911 916 rVB2 8272928 22860474 34.20% 3.481%
56 12.579 916 918 921 rBV4 2453106 3617007 5.41% 0.551%
57 12.865 940 943 944 rVB 7369444 10644051 15.93% 1.621%
58 12.979 950 953 958 rVB2 2809996 6112647 9.15% 0.931%
59 13.208 970 973 974 rBVY 7504718 9665900 14.46% 1.472%
60 13.539 999 1002 1004 rVB 7456660 7952524 11.90% 1.211%
61 13.859 1025 1030 1035 rVB 6181295 10126105 15.15% 1.542%
62 13.951 1035 1038 1041 rVvv2 1206701 2637703 3.95% 0.402%
63 14.008 1041 1043 1044 rVB 966229 1257869 1.88% 0.192%
64 14.168 1054 1057 1059 rBVY 3982537 3702719 5.54% 0.564%
65 14.465 1081 1083 1085 rVvV 2032876 1999855 2.99% 0.305%
66 14.556 1089 1091 1097 rVB 803654 1387218 2.08% 0.211%
67 14.762 1107 1109 1114 rVB 1093574 1178657 1.76% 0.179%
68 15.082 1135 1137 1145 rVB 486667 722649 1.08% 0.110%
69 15.402 1163 1165 1167 rBV 862282 1342954 2.01% 0.205%

Sum of corrected areas: 656663555
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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: BF084512.D
6,69

2e+07 7.18 7

69% 111

635
1.5e+07 541 ¢, !
5.6p A
1e+07
523 5859 13

4.37 4. %95
5000000 , '_8,‘
3.693. 850+ 4.49 1 i -‘ ll

I ool i
L L N L A R L A AL R R L AL A NN R AR R

Time--> 2.50 3.00 3.50 4.00 4.50 5. OO 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084512.D

11.73 12.50
2e+07 1212

‘ 12.86
13.21
1.5e+07 12 3 2 58
12 98

13.54
1e+07 ‘

5000000

T

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: BF084512.D

2e+07

1.5e+07

1e+07{13:86

5000000

R R L

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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF011516\
BF084512.D

16 Jan 2016 1:37

SJ/UM

H1134-02

25 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane Concentration Rank 12

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

4.37 167.71 ng 11575400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane 114 C8H18 000111-65-9 87
2 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 78
3 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 59
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 53

Abundance Scan 200 (4.373 min): BF084512.D (-192) (-) m/z 43.10 100.00%
5000
400 4.20 4.40 4.60 4.80
01 m/z 41.10 48.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #7424: Octane
43
5000
57 4.00 420 4.40 4.60 4.80
29 71 85 m/z 57.05 41 .32%
O'W””P”W””P”W““P”W””I””'”fﬁﬁP”W”“P”W””P”W“”P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
43
57
4.00 4.20 4.40 4.60 4.80
5000 - m/z 85.10 33.92%
85
o 97 112 47 140 173
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #12284: Heptane, 2,4-dimethyl-
43 4.00 4.20 4.40 4.60 4.80
m/z 56.05 25.06%
5000
85
27 ST 71
0 ”I”'W'”'P'”I”'W'”'P'“I”"'”gq'“la%"E?g'“l””l”'ﬁ'”'P'”l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 4.00 420 4.40 4.60 4.80

8270-BF123115.M Mon Jan 18 15:33:53 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown4.92 Concentration Rank 17

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

4.92 140.12 ng 9670720 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 35
2 Heptane. 3.5-dimethvl- 128 C9H20 000926-82-9 30
3 Octane. 3-methvl- 128 C9H20 002216-33-3 27
4 2.2-Dimethvlpropionic acid. cvcl... 184 C11H2002 029878-49-7 17
5 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 14

Abundance Scan 248 (4.921 min): BF084512.D (-246) (-) m/z 57.10 100.00%
57
5000 41 83
| 51| o5 | o 9 112 460 4.80 500 5.20
Obrprrrr el ol 8O 9L 1 T 128 Tn/z 55.10  46.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12289: Heptane, 2,5-dimethyl-
57
5000 43
29 4.60 4.80 5.00 5.20
m/z 83.10 44 _10%
71 99
0 L‘ 37, 51, 65 | 77 891 | 113 128
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance
57
4.60 4.80 5.00 5.20
5000 m/z 41.10 42 _.24%
29 43
71 99
0 37 51 65 || 7783 91 113 128
HRJUNII SRR UL ORI SR SO SO UL B B S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12267: Octane, 3-methyl-
57 4.60 4.80 5.00 5.20
m/z 43.10 34 .48%
5000
43
29
o 1 37‘L‘ 51/ es 77 85 B 113 128
m/z--> 20 30 40 50 60 70 8 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\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, 1,1,3-trimethyl- Concentration Rank 18

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

4.99 127.38 ng 8791450 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 52
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 43
3 4(1H)-Pvrimidinone. 2-amino- 111 C4H5N30 000108-53-2 43
4 Cvclooctane. (1-methvlpropvl)- 168 C12H24 016538-89-9 43
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 40

Abundance Scan 254 (4.990 min): BF084512.D (-252) (-) m/z 43.10 100.00%
a3 11
69
59
5000
‘ i 101 4.60 4.80 5.00 5.20 5.40
o...,....,....,..3.6.|i.':..?’.1..'1,...'.!....,.|...,9.1..=,|....,.'...,.1.?‘?,... m/z 111.10  95.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11223: Cyclohexane, 1,1,3-trimethyl-
69 111

5000
4.60 4.80 5.00 5.20 5.40

m/z 69.10 72 .48%

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
55 460 4.80 5.00 5.20 5.40
5000 41 m/z 59.10 54.24%
97 126

83 97
ol 62 76

wmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5907: 4(1H)-Pyrimidinone, 2-amino- s e
111 4.60 4.80 5.00 5.20 5.40
m/z 55.10 46.28%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

5.21 159.53 ng 11010900 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 53
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 43
3 Acetic acid. 2-ethvlbutvl ester 144 C8H1602 010031-87-5 38
4 2-Pvrazoline. 1-isopropvl-3-methvl- 126 C7H14N2 022581-48-2 38
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 38

Abundance Scan 273 (5.207 min): BF084512.D (-269) (-) m/z 43.10 100.00%
43
55 69 111
5000 84
126 480 5.00 520 540 5.60
o...,....,....,....|il:..,.':..F."‘..'.!l..?.7,.'...,..?3,....,:...,...'.,.... m/z 69.10 59.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11229: Cyclohexane, 1,2,4-trimethyl-
55 69
a1 111
5000 R SR U I L
7 480 5.00 5.20 5.40 5.60
‘ 84 97 126 m/z 111.10 57.33%
o} ,,,34,,,,77,,,,,,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
55
41 4.80 5.00 520 5.40 5.60
5000 m/z 55.10 53.72%
21 126

15 83
48 62 76 90 97 104

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #20063: Acetic acid, 2-ethylbutyl ester
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 48.60%
5000 84
55 69
29

SN S O -0 73 NS S O W9 U L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown5.58 Concentration Rank 20

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

5.58 121.30 ng 8372330 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nonene. (E)- 126 C9H18 020063-92-7 49
2 trans-1.3-Diethvlcvclopentane 126 C9H18 1000113-87-1 49
3 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 46
4 l1sopropvlcvclobutane 98 C7H14 000872-56-0 46
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 45

Abundance Scan 306 (5.584 min): BF084512.D (-304) (-) m/z 55.10 100.00%
55
69
41
5000 83
111
126 520 5.40 5.60 5.80 6.00
o..,....,....,....|;“..4.8,.|'|F%~.|:,"..7.‘3.~,-II..,..:|| ....,|....,..'!.,.... m/z 56.10 63.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11151: 3-Nonene, (E)-
4 55
69
5000 T T T T T T T [T T T T
126 520 5.40 5.60 5.80 6.00
97 m/z 69.10 60.88%
O”I}?W'“'P'”I”'W'”'P'“I”'W'”'"”I”'W'”'P'”I””
m/z--> 10 30 40 50 60 70 80 90 100 110 120 130
Abundance
55
97 I I R L
520 5.40 5.60 5.80 6.00
5000 41 m/z 41.10 55.64%
70
27 84 126
0''|'1'§'|'"'|'"'|""|""|""|"??l""l""l""lll'l'"|""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11240: trans-1,2-Diethyl cyclopentane R A B S
55 97 520 5.40 5.60 5.80 6.00

m/z 83.10 50.00%

5000
41 70

29 8 126
5 0l el 77 11

R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Concentration Rank 4

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

5.74 328.84 ng 22696300 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Octane 114 C8H18 000111-65-9 72
3 Octane. 4-methvl- 128 C9H20 002216-34-4 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 59
5 4,4-Dimethyl octane 142 C10H22 015869-95-1 59

Abundance Scan 320 (5.744 min): BF084512.D (-317) (-) m/z 57.10 100.00%
43 57
5000 85
71
99 128 540 5.60 5.80 6.00
o.,....,....|;.|:.?R-.|:,....',|....,.!:.,...:',....1,1.1...,...:,...1.‘,‘9..., m/z 43.10 97.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12253: Nonane
43 57
5000
540 5.60 5.80 6.00
29 71 85 m/z 41.10 53.77%
0 'P"hh"”“l"?9't‘I”"N"ZS'J"Q%'??"”I""P'%%?"”I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
540 560 580 600
5000 m/z 85.10 38.41%
57
29 71 85
0 64 114
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12256: Octane, 4-methyl-
43 540 5.60 5.80 6.00
m/z 71.10 29.83%
5000
29 57 18
o I \‘\‘ 50 M‘ ‘H 78 % 113 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown5.98 Concentration Rank 15

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

5.98 155.69 ng 10745500 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1-methvlethvl)- 120 C9H12 000098-82-8 42
2 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 30
3 1-Cvclobutanone.2-(2-methvl-1-pr... 124 C8H120 091531-45-2 30
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 30
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 27

Abundance Scan 341 (5.984 min): BF084512.D d)( 338) (-) m/z 105.10 100.00%
57 105
4 67 82
5000
‘ 120
96
5 ” 560 580 6.00 6.20 6.40
ok '..fﬂ'”:,.n.l:“....|!|;....,'..'!-:'..|.-!.-,-....,'.:1?.7,....1,‘.‘.2..,. m/z 57.10 89.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9119: Benzene, (1-methylethyl)-
105
5000
560 5.80 6.00 6.20 6.40
77 120 m/z 67.10 67.71%
27 39 Sl 63 91
0“l”“l”“w'Jﬁ'“ﬂ“'w“'w”m'“w“'w“lWH'WH“l““V'“V
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
560 580 6.00 6.20 6.40
5000 m/z 82.10 64 .31%
77 91 120
15 27 39 51 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10239: 1-Cyclobutanone,2-(2-methyl-1-propenyl)
67 560 5.80 6.00 6.20 6.40
82 m/z 41.10 60.56%
39
5000
27
0"|'“'|"“|""""l"'l“'|Z%'l'“'l'?ﬁl"}pﬁ"w%??'v"'v"'l' RN SRR S L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 620 6.40

8270-BF123115.M Mon Jan 18 15:33:58 2016

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.09 Concentration Rank 9

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

6.09 261.54 ng 18051400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3-methvl- 142 C10H22 005911-04-6 49
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 49
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 45
4 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 35
5 3-Bromooctane 192 C8H17Br 000999-64-4 30

Abundance Scan 350 (6.087 min): BF084512.D (-347) (-) m/z 57.10 100.00%
57
71
5000 83
‘ | 9|7 us 1 580 6.00 620 640
o N | S A A N M M. M By & T R P11
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18433: Nonane, 3-methyl-
57
43 n
5000 29 RS S SR AU
580 6.00 6.20 6.40
m/z 55.10 61.90%
113
s 1o 20 30 40 B0 80 70 B0 B0 106 110 130 150 140
Abundance
57
43 - 580 6.00 620 640
5000 m/z 41.10 54 _70%
29 113
ol 15 8 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18461: Octane, 3,6—dimethy|— L L L L B
57 580 6.00 6.20 6.40
71 m/z 43.10 51.18%
5000 43
29 113
o ‘ b i 90 | 7w
m/z--> 10 20 30 Jo 50 eb 75 80 90 100 110 120 130 150 ' 580 6.00 6.20 6.40

8270-BF123115.M Mon Jan 18 15:33:59 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Octane, 4-ethyl- Concentration Rank 6

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

6.13 289.22 ng 19961700 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 4-ethvl- 142 C10H22 015869-86-0 72
2 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 53
3 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 50
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 49
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 47

Abundance Scan 354 (6.133 min): BF084512.D (-353) (-) m/z 57.10 100.00%
57
5000 43
T o T o ok e
113 - - - -
| N Y N A -3 N oy~ P < BT
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18424: Octane, 4-ethyl-
43 57
5000 IR S RS AR
71 5.80 6.00 6.20 6.40
29 ‘ o m/z 41.10 25.70%
SR Y e NS - S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57
580 6.00 620 640
5000 43 - m/z 71.10 22 .19%
29 85
o 98 113 157 141 155 169 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #18483: Heptane, 3—ethy|—2—methy|— L L L B B
57 5.80 6.00 6.20 6.40
m/z 98.10 16.70%
5000 43
29 71 %8
U |'h"'HL""”|' JW. |§?"'L|"l}?l T "%4?" PN S IR AR N RS AR
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40

8270-BF123115.M Mon Jan 18 15:34:00 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Benzene, l-ethyl-3-methyl- Concentration Rank 2

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

6.38 701.11 ng 48390000 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 60
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 60
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 53
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 53
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 53

Abundance Scan 376 (6.384 min): BF084512.D d)(-370) ) m/z 105.10 100.00%
105
57
5000
43 71 120
6.00 6.20 6.40 6.60 6.80
0..,....,....,....|,|.|‘...,'.-."- y '!|...|.|,..'.E?,9...." ML 27 140 sz 57.10  52.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9128: Benzene, 1-ethyl-3-methyl-
105
5000 SRR A AR R
120 6.00 6.0 6.40 6.60 6.80
o1 m/z 43.10 30.73%
g 27 P s1o6s 2
e s AR RN AR KRR AL ARARN NARA AR AL LARAN SARAN LSS RARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
6.00 620 640 6.60 6.80
5000 m/z 120.10 26 .60%
120
0 27 39 Sl 63 v 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9127: Benzene, 1-ethyl-2-methyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 71.10 24 .07%
5000
120
15 27 3 51 65 7 a
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 640 6.60 6.80

8270-BF123115.M Mon Jan 18 15:34:01 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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, l-ethyl-2-methyl- Concentration Rank 10

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

6.91 246.17 ng 16990400 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 86
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 86
4 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 86
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 86

Abundance Scan 422 (6.910 min): BF084512.D (-420) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 63 o1 6.60 6.80 7.00 7.20
Obrprrreprrrr e et b e reidd 2980 TmZz 120.10 0 41.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9123: Benzene, 1,2,3-trimethyl-
105
120
5000
6.60 6.80 7.00 7.20
m/z 77.10 12.09%
27 39 51 e [/ 91
0'W}?P”W””P”W“”P“W”MM”W””H“W”“P“W””P”W””P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
660 6.80 7.00 7.20
5000 m/z 106.10 9.94%

120

27 39 51 65 7 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9131: Benzene, 1-ethyl-3-methyl-

6.60 6.80 7.00 7.20
m/z 79.10 9.44%

5000

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

8270-BF123115.M Mon Jan 18 15:34:01 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Indane Concentration Rank 3

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

7.04 340.01 ng 23467000 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 60
2 Benzene. (3-chloro-1-propenvl)- 152 C9HOCI 002687-12-9 50
3 Benzene. l1-propenvl- 118 C9H10 000637-50-3 49
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 47
5 Benzene, 1-(chloromethyl)-3-ethe... 152 C9HOCI 039833-65-3 46

Abundance Scan 433 (7.036 min): BF084512.D (-428) (-) m/z 117.10 100.00%
117
5000
83
55
69 91
39 150 6.80 7.00 7.20 7.40
o 47 103 w125 140 m/z 118.10 56.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8676: Indane
117
5000
6.80 7.00 7.20 7.40
o1 m/z 115.10 38.17%
0 15 27 3\9 5\\1 \()Tﬁ 77 \‘ 193 1
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
\‘“"w"w"“l'“'l“'
6.80 7.00 7.20 7.40
5000 m/z 83.10 25.45Y%
o1 152
ol 14 27 39 495765 77 102 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8686: Benzene, 1-propenyl- T T
117 6.80 7.00 7.20 7.40
m/z 55.10 20.03%
5000
91
39 51 @3 77 103
'w}?vanHVHﬁL”NAWHMVHW““H“W““MHWH“P“W““V“ R L I L I
m/z--> 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-BF123115.M Mon Jan 18 15:34:02 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Tolyloxirane Concentration Rank 5

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

7.14 292.12 ng 20162200 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Tolvloxirane 134 C9H100 002783-26-8 92
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 76
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 70
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 58
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 58

Abundance Scan 442 (7.139 min): BF0845(1b2.D(-437) ) m/z 105.10 100.00%
105
5000
57 134
43 119
| 65 7|7 o1 L v 156 6.80 7.00 7.20 7.40
Obreprrreprrreprreat e peronrrstb bl e b 242 356 Tn/z 57.10  32.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14756: 2-Tolyloxirane
105
5000 AR LU L IR
134 6.80 7.00 7.20 7.40
17 m/z 134.10 32.07%
oz 3 st T T8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105
6.80 7.00 7.20 7.40
5000 m/z 43.10 18.43%
134
Jo1s 27 39 51 65 o9 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14344: Benzene, 1-methyl-4-propyl- B B e R
105 6.80 7.00 7.20 7.40
m/z 119.10 17.77%
5000
134
s 27 % 51 e YO us |
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-BF123115.M Mon Jan 18 15:34:03 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 11

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

7.18 184.37 ng 12725200 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-2-(1l-methvleth... 134 C10H14 000527-84-4 93
2 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 93
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 93
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 81
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 81

Abundance Scan 446 (7.184 min): BF084512.D (-443) (-) m/z 119.10 100.00%
149
91
5000 134
71
4351 g 103 6.80 7.00 7.20 7.40 7.60
o..,....,....,....-,.'...i'....,.-.3‘..;|...7.'~,9....,.|'...,.':'..,.~.'.'=I....,.-.'..1,‘.‘.2..,.1.“?.6,... m/z 91.10 59.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14406: Benzene, 1-methyl-2-(1-methylethyl)-
119

5000

6.80 7.00 7.20 7.40 7.60
m/z 134.10  38.94%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
6.80 7.00 7.20 7.40 7.60
5000 m/z 92.10 21.62%
134
91
15 27 41 55 65 77 103111

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119

6.80 7.00 7.20 7.40 7.60
m/z 71.10 19.94%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40 7.60

8270-BF123115.M Mon Jan 18 15:34:04 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Pentadecane, 8-heptyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.21 153.69 ng 9665900 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
2 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 86
3 Hexadecane 226 C16H34 000544-76-3 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 973 (13.208 min): BF084512.D (-970) (-) m/z 57.10 100.00%
57
85
5000
113 12.80 13.00 13.20 13.40 13.60
141
o3t by -I, L 177 109 197 225244 267 293 324344 | “hzz 7110 76.35%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LRI SRR SRS BN B
12.80 13.00 13.20 13.40 13.60
29 m/z 43.10 58.83%
ol 1 h L M8 141 169 103%1% 239 265 309
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.80 13.00 13.20 13.40 13.60
5000 85 m/z 85.10 58.16%
29
. 113 155 183
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane R B e I o
57 12.80 13.00 13.20 13.40 13.60
m/z 41.10 23.34%
5000 85
29
m/z--> 50 100 150 200 250 300 350 12.80 13.00 13.20 13.40 13.60

8270-BF123115.M Mon Jan 18 15:34:05 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 19 Octadecane Concentration Rank 19

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

13.54 126.44 ng 7952520 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 90
4 Hexadecane 226 C16H34 000544-76-3 90

5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90

Abundance Scan 1002 (13.539 min): BF084512.D (-999) (-) m/z 57.10 100.00%
g7
85
5000
3 ] ]113 141 169 197 225 253 281 316 338357 13.20 1340 .13.60 1350
ol bty | 7 T69 197 225 253 281 316338357 | Tnysz 71.10 75.99%
m/z--> 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57
5000 85 LI L L L L LB LB L B}
13.20 13.40 13.60 13.80
m/z 85.10 57.61%
0 h‘ Al h I u‘ 1:}3\141 169 197 225 254
o e . o
m/z--> 50 100 150 200 250 300 350
Abundance
57
e e o I
P 13.20 13.40 13.60 13.80
5000 m/z 43.10 57.23%
29 113
o 141 169 197 205 253 296
e e e e B e A T
m/z--> 50 100 150 200 250 300 350
Abundance #151357: Octadecane, 1-iodo- i o = S
57 13.20 13.40 13.60 13.80
m/z 41.10 21.89%
5000 85
29
113
o L‘\ I T a3y 188 11 283
e S e e i
m/z--> 50 100 150 200 250 300 350 1320 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011516\
Data File : BF084512.D

Aca On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.86 161.00 ng 10126100 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1030 (13.859 min): BF084512.D (-1025) (-) m/z 57.10 100.00%
57
5000
141 230 13.60 13.80 14.00 14.20
o3 b 4 '1 l 100 197 7253 295 323 352 384 | nzz 71.10  69.81%
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57
85
5000 LB BRI B UL B
13. 60 13 80 14. oo 14. 20
m/z 43.10 56.80%
29‘ 113
0 \‘ A h “\ ‘hw h‘ u‘ { 1?1 \169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance
57
" 13'60 13.80 14.00 14.20
5000 85 m/z 85.10 52.22%
o 38 13 141 169 197 29 267 204 323 352
L L L L LA LA L L L
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane B A L e
57 13.60 13.80 14.00 14.20
m/z 41.10 20.22%
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 350 13. 60 13 80 14. oo 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011516\
Data File : BF084512.D

Acq On : 16 Jan 2016 1:37

Operator : SJ/UM

Sample : H1134-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
Octane 4.37 167.7 ng 11575400 1 6.85 1380390 20.0
unknown4 .92 4.92 140.1 ng 9670720 1 6.85 1380390 20.0
Cyclohexane, 1,1,... 4.99 127.4 ng 8791450 1 6.85 1380390 20.0
Cyclohexane, 1,2,... 5.21 159.5 ng 11010900 1 6.85 1380390 20.0
unknown5 .58 5.58 121.3 ng 8372330 1 6.85 1380390 20.0
Nonane 5.74 328.8 ng 22696300 1 6.85 1380390 20.0
unknown5.98 5.98 155.7 ng 10745500 1 6.85 1380390 20.0
unknown6 .09 6.09 261.5 ng 18051400 1 6.85 1380390 20.0
Octane, 4-ethyl- 6.13 289.2 ng 19961700 1 6.85 1380390 20.0
Benzene, l-ethyl-_._. 6.38 701.1 ng 48390000 1 6.85 1380390 20.0
Benzene, l-ethyl-_.. 6.91 246.2 ng 16990400 1 6.85 1380390 20.0
Indane 7.04 340.0 ng 23467000 1 6.85 1380390 20.0
2-Tolyloxirane 7.14 292.1 ng 20162200 1 6.85 1380390 20.0
Benzene, 1l-methyl... 7.18 184.4 ng 12725200 1 6.85 1380390 20.0
Pentadecane, 8-he... 13.21 153.7 ng 9665900 5 14.01 1257870 20.0
Octadecane 13.54 126.4 ng 7952520 5 14.01 1257870 20.0
Heneicosane 13.86 161.0 ng 10126100 5 14.01 1257870 20.0
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