LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 4.316 192 195 201 rBvV2 99163 178947 1.64% 0.100%
2 4.773 230 235 237 rBV 222086 286975 2.62% 0.160%
3 4.864 237 243 247 rBV3 246088 555879 5.08% 0.310%
4 4.956 247 251 257 rBV2 1004792 2293843 20.96% 1.278%
5 5.070 257 261 264 rVB2 77173 167045 1.53% 0.093%
6 5.150 266 268 270 rBV 748339 885205 8.09% 0.493%
7 5.184 270 271 278 rVB2 105644 207672 1.90% 0.116%
8 5.321 281 283 285 rBV 130129 176926 1.62% 0.099%
9 5.401 288 290 292 rBVY 3299960 3250395 29.70% 1.811%
10 5.447 292 294 297 rVB 381973 455340 4.16% 0.254%

11 5.539 299 302 304 rBV 529616 838775 7.66% 0.467%
12 5.584 304 306 307 rvVvB 503044 668990 6.11% 0.373%
13 5.619 307 309 314 rvB2 527927 957174 8.75% 0.533%
14 5.699 314 316 318 rBV 298204 369668 3.38% 0.206%
15 5.790 320 324 327 rBV2 1056502 2096484 19.16% 1.168%

16 5.847 327 329 331 rBV2 564933 1005821 9.19% 0.560%
17 5.939 334 337 339 rVvB2 1347017 1717560 15.70% 0.957%
18 5.996 339 342 344 rBv2 757332 1621230 14.82% 0.903%
19 6.042 344 346 349 rBV2 3519344 5441244 49.72% 3.031%
20 6.099 349 351 352 rBV 2065071 2165831 19.79% 1.206%

21 6.122 352 353 360 rvB3 912777 2929309 26.77% 1.632%
22 6.236 360 363 364 rBv2 1881748 2892988 26.44% 1.612%
23 6.327 369 371 376 rBv4 3174627 6590234 60.22% 3.671%
24 6.407 376 378 380 rBV 660883 1499451 13.70% 0.835%
25 6.464 380 383 385 rBv2 3147333 4989670 45.60% 2.779%

26 6.499 385 386 388 rvB 1029170 835158 7.63% 0.465%
27 6.544 388 390 392 rBV3 2067103 4705755 43.00% 2.621%
28 6.579 392 393 397 rVB 3599276 4363616 39.88% 2.431%
29 6.659 397 400 402 rBV2 1604129 2469207 22.56% 1.375%
30 6.773 402 410 411 rBV5 1756163 5470918 49.99% 3.048%

31 6.807 411 413 417 rVB4 1565971 3132786 28.63% 1.745%
32 6.864 417 418 420 rBV 1178633 2134533 19.51% 1.189%
33 6.967 422 427 431 rVB5 3854696 10943130 100.00% 6.096%
34 7.082 431 437 440 rVB5 2584058 7019490 64.15% 3.910%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.173 443 445 446 rBV2 1057299 1838132 16.80% 1.024%

36 7.207 446 448 454 rVB5 2569061 6333842 57.88% 3.528%
37 7.356 454 461 463 rBV3 3299987 10352951 94.61% 5.767%
38 7.470 468 471 473 rVB3 2587487 5246703 47.95% 2.923%
39 7.516 473 475 476 rBvY 985183 1324502 12.10% 0.738%
40 7.630 480 485 487 rVB3 2247839 4382114 40.04% 2.441%

41 7.745 490 495 498 rVB5 2294512 7460940 68.18% 4._.156%
42 7.859 503 505 509 rvB4 1248314 3375059 30.84% 1.880%
43 7.939 509 512 514 rBV3 1533106 2910037 26.59% 1.621%
44 7.996 514 517 520 rBV3 1341625 4478117 40.92% 2.495%
45 8.407 550 553 555 rBv3 1381463 2974378 27.18% 1.657%

46 8.556 563 566 570 rVB2 1999564 5189775 47.42% 2.891%
47 10.122 701 703 706 rVB3 1781144 2939433 26.86% 1.637%
48 10.190 707 709 710 rVvV 1239543 1679471 15.35% 0.936%
49 10.271 714 716 719 rBV4 1290336 2097045 19.16% 1.168%
50 10.408 726 728 733 rVVv4 1153044 2325361 21.25% 1.295%

51 10.511 734 737 740 rVB 2807589 4157435 37.99% 2.316%
52 10.659 748 750 754 rVB5 1040287 2391890 21.86% 1.332%
53 10.773 758 760 763 rVB 3840049 6021305 55.02% 3.354%
54 10.831 763 765 766 rBV 596546 947930 8.66% 0.528%
55 11.036 782 783 784 rVB 781278 535957 4_.90% 0.299%

56 11.082 785 787 792 rVB5 793616 1409200 12.88% 0.785%
57 11.231 797 800 803 rVB 2444168 3059044 27.95% 1.704%
58 11.345 808 810 817 rvB2 870648 2364625 21.61% 1.317%
59 11.573 828 830 836 rvB 969121 1727928 15.79% 0.963%
60 11.665 836 838 844 rvB4 388535 833709 7.62% 0.464%

61 11.836 852 853 854 rBvV 189757 175830 1.61% 0.098%
62 12.305 893 894 899 rvB3 249163 383685 3.51% 0.214%
63 12.385 899 901 903 rBvV 233583 199304 1.82% 0.111%
64 12.545 914 915 917 rVB 551117 451432 4._.13% 0.251%
65 12.774 933 935 939 rVvB 545485 556396 5.08% 0.310%

66 12.911 945 947 950 rvB 1707741 2238774 20.46% 1.247%
67 13.974 1037 1040 1041 rBV2 773284 944878 8.63% 0.526%
68 15.402 1162 1165 1167 rBV 570138 893839 8.17% 0.498%

Sum of corrected areas: 179518270
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030117\

BF093307.D

1 Mar 2017 23:32

SJ/MA

12002-04

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 1 unknown6.04 Concentration Rank 6

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

6.04 34.74 ng 5441240 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 46
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 46
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 43
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
5 Heptacosane 380 C27H56 000593-49-7 35

Abundance Scan 346 (6.042 min): BF093307.D (-344) (-) m/z 57.10 100.00%
57.1
5000 83.1
113.2 1422 5.80 6.00 6.20 6.40
Olrrerrrrelb el bl m/z 43.10 58.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18447: Octane, 3,6-dimethyl-
57.0
5000 IR NS SRS LR
5.80 6.00 6.20 6.40
290 30 m/z 55.10 54.04%
0 \‘ Ll A 85.0 142.0
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
5.80 6.00 6.20 6.40
5000 m/z 71.10 53.37%
29.0 113.0
0 850 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114973: 1-lodo-2-methylundecane
57.0 5.80 6.00 6.20 6.40
m/z 41.10 48.12%
5000
85.0
29.0
ob 1Ll | juso 1690 2110 296.0
m/z--> 20 40 eb 80 100 150 140 1éo 180 200 220 240 260 280 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 : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 2 Cyclohexane, l-ethyl-2,3-di... Concentration Rank 17

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

6.12 18.70 ng 2929310 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-2.3-dimethvl- 140 C10H20 007058-05-1 74
2 Cvclooctane. ethvl- 140 C10H20 013152-02-8 72
3 Cvclohexane. 1.2-diethvl-. cis- 140 C10H20 000824-43-1 64
4 Cvclohexane. l-ethvl-1.3-dimethy... 140 C10H20 062238-29-3 59
5 Cyclohexane, l-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 59

Abundance Scan 353 (6.122 min): BF093307.D (-352) (-) m/z 69.10 100.00%
6d.1
111.1
55.1
5000
81.1 %1
41.1 :
| | ‘ 12?1 140.2 5.80 6.00 6.20 6.40
O bbbl el el b b Tm/Zz 111.10 80.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17382: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0
55.0
5000
41.0 5.80 6.00 6.20 6.40
0
20.0 83.0 140.0 m/z 55.10 67.13%
AN 1 Y || J 90 1250
G R R AR AR RSN RARRS RARRA RARSS EARRS NARAS LSS SRR RARRY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69.0
\ AR SARSE NS RS LR
111.0 5.80 6.00 6.20 6.40
5000 55.0 m/z 95.10 30.09%
41.0
28.0
ol 81.0 97.0 128.0 140.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17366: Cyclohexane, 1,2-diethyl-, cis-
69.0 5.80 6.00 6.20 6.40
m/z 81.10 20.69%
111.0
5000 55.0
41.0
o ) mo o0 140.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 3 Undecane, 5,6-dimethyl- Concentration Rank 18

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

6.24 18.47 ng 2892990 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5.6-dimethvl- 184 C13H28 017615-91-7 72
2 Heptane. 3.4.5-trimethvl- 142 C10H22 020278-89-1 64
3 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 64
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 58
5 Octane, 4-methyl- 128 C9H20 002216-34-4 50

Abundance Scan 363 (6.236 min): BF093307.D (-360) (-) m/z 57.10 100.00%
431 >N
5000
71.1
85.1
99.1 125-21402 6.00 6.20 6.40 6.60
o SRt lwe2 ) Tw/z 43.10  79.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance ) #45573: Undecane, 5,6-dimethyl-
43.0 5.0
5000 IEREE LRSS RN L
6.00 6.20 6.40 6.60
29.0 84.0 930 m/z 41.10 40.96%
o L usonrouoisso 1840
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43.0
650 " 600 620 6.40 6.60
5000 m/z 56.10 30.55%
57.0
29.0 71.0
0 99.0 113.0 142.0
LA LR S LA S WAL UL S BN UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45600: Decane, 2,5,6—trimethy|— LI L L L L LB
57.0 6.00 6.20 6.40 6.60
43.0 m/z 69.10 26.13%
5000
.0 85.0
o “‘ Il ‘H | 99011301270 150.0
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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, 1,1,2,3-tetram... Concentration Rank 4

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

6.33 42 .07 ng 6590230 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.2.3-tetramethvl- 140 C10H20 006783-92-2 93
2 2.6-Dimethvl-6-trifluoroacetoxvo... 254 C12H21F302 061986-67-2 59
3 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 58
4 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 52
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 49

Abundance Scan 371 (6.327 min): BF093307.D (-369) (-) m/z 69.10 100.00%
69.1
55.1
5000 411 195.2
83.1 111.1
| | | | | 97.1 140.2 6.00 6.20 6.40 6.60
e N | S A /MY S m/z 55.10 71.95%
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 g5
5000 BN SRRBE AR N
29.0 125.0 6.00 6.20 6.40 6.60
83.0 m/z 70.10 59.68%
“ ‘ ‘ 97.0 111.0 140.0
0“'w'”w'“w'“'J“lw“Hm'“W““w'“l““”“'WH*W'“J'“w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0 69.0
55.0
6.00 6.20 6.40 6.60
5000 m/z 41.10 49_.11%

83.0 97.0

111.0 1950 140.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17329: 2-Octene, 2,6-dimethyl- e
41.0 69.0 6.00 6.20 6.40 6.60
m/z 56.10 46.91%
55.0
5000
29.0
83.0 140.0
\“ Al L e70 MO 1250
o N N . S A e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 5 Cyclohexane, 1-methyl-3-pro... Concentration Rank 8

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

6.54 30.04 ng 4705760 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 90
2 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 87
3 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 72
4 Cvclohexane. l-isopropvl-3-methy... 140 C10H20 1000158-54-3 64
5 Cyclohexane, l1l-methyl-4-(1-methy... 140 C10H20 001678-82-6 64

Abundance Scan 390 (6.544 min): BF093307.D (-388) (-) m/z 55.10 100.00%
54.1 97.1
5000
41.1 69.1
83.1 PUSSRPERARNE AR SAR
111.1 140.2 6.20 6.40 6.60 6.80
o...,....,....',!'...,.u!'.,...':‘,'....,'.'...,..J!,....,':...,l.?“?'.%....-,'...1.?.2:.2.,.. m/z 97.10 93.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17363: Cyclohexane, 1-methyl-3-propyl-
55.0 97.0
5000
6.20 6.40 6.60 6.80
41.0 69.0 m/z 69.10 30.80%
290 ] 83\"0 1110 1250 1400
O o ot AT
miz-> 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
5000 m/z 41.10 28.50%
41.0 69.0
0 29.0 83.0 111.0 1250 140.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18048: Ethanone, 1-(1-methylcyclohexyl)- e ARRE RS B
55.0 97.0 6.20 6.40 6.60 6.80
m/z 56.10 15.95%
5000
43.0
0:::|||‘|‘|||||||||‘||‘||||‘|||||||‘|||||||||||||||||.||||||||||||||| — T T T 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 6 unknown6.58 Concentration Rank 10

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

6.58 27.86 ng 4363620 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 MethvlIphosphonothioicchlorofluoride 132 CH3CIFPS 027127-27-1 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 393 (6.579 min): BF093307.D (-392) (-) m/z 132.10 100.00%
131
5000 68.1
01 e 550 640 660 650 700
54.1 . . . .
o..,....,....,....,'!...,::..,::..';..'.E.‘,l..l..,..I'.,..?‘.O.?.l...,....,'...,...., m/z 68.10  39.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.10 32.67%
0 ‘ 1 P H (1N 1
LA LA RN RS ALY SRR RLARS RS RLARS RSN ULAS LSS LRSS RS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.29%
45.0

630 770 970 1170

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 20.14%
5000
104.0
66.0
oL 140 270 39.0 5LO 0770 g0 | ms0 ||

T T R e e T e R R o S )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

8270-BF013017.M Thu Mar 02 12:25:11 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 7 Cyclohexane, l1-methyl-2-pro... Concentration Rank 19

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

6.66 15.76 ng 2469210 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1-methvl-2-propvl- 140 C10H20 004291-79-6 72
2 Cvclohexane. 1.2-dimethvl-. trans- 112 C8H16 006876-23-9 64
3 Cvclohexane. 1.2-dimethvl- 112 C8H16 000583-57-3 64
4 Cvclohexane. 1.4-dimethvl-. trans- 112 C8H16 002207-04-7 59
5 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 53

Abundance Scan 400 (6.659 min): BF093307.D (-397) (-) m/z 55.10 100.00%
54.1 97.1
5000 411 69.1
81.1 LN RN R LN
1111 140. 6.40 6.60 6.80 7.00
0 ..,....,....,....',.'|...,.'..||.,...:,-....,|.|!-..,..I..',....,'....,1.??;,2....1....1,5??‘.-.2,.. m/z 97.10 93.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17367: Cyclohexane, 1-methyl-2-propyl-
97.0
55.0
5000
41.0 6.40 6.60 6.80 7.00
290 69.0 m/z 69.10 46.73%
: 83.0 140.0
O'W”'W””I””P'”P'”P”'P”'P”'P“W'}a%eﬂ'“W“'W””I””P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 97.0
410 " 640 6.60 6.80 7.00
5000 m/z 41.10 39.43%
112.0
27.0 69.0 83.0
0 15.0
LR R RN R RRARS KRR RN RERRN AR RRASS LARSS LARAN SRAAN LAY RALAN LSS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6563: Cyclohexane, 1,2-dimethyl- R e o
55.0 97.0 6.40 6.60 6.80 7.00
m/z 56.10 24 .04%
41.0
5000
27.0 69.0 112.0
‘ 83.0
OHﬁﬁQHHM“H““ﬁMH““V“WM“'“HHHPMWH“V“W““V“W“ U SRR U LU SRR
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 12:25:11 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 9 1-Ethyl-2,2,6-trimethylcycl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

708 44.8lng 7019490  1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Ethvl-2.2.6-trimethvlcvclohexane 154 C11H22 071186-27-1 81

2 Cvclopropane. 1.2-dibutvl- 154 C11H22 041977-32-6 74
3 Cvclohexane. 1.1-dimethvl-2-propvl- 154 C11H22 081983-71-3 70
4 5-Undecene 154 C11H22 004941-53-1 68
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 58
Abundance Scan 437 (7.082 min): BF093307.D (-431) (-) m/z 69.10 100.00%
69.1
55.1
411
5000 83.1

ogq 12 e

I | ] | 15 o 139.2 1542 6.80 7.00 7.20 7.40
N | RO R 1 SO 1| P SO Rl m/z 55.10 76.10%

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

Abundance #25878: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0 50
5000 840 LIS L L L L L L L L
6.80 7.00 7.20 7.40
29.0 0
| ‘ 670 1110 1300 154.0 m/z 56.10 64.38%
0.P.AP”.HLwﬂmw”Jw”nqhh,nﬂp.”ﬂ”.ﬁﬁﬁ.”““”,””P.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0
R RN EEE S SRy S
69.0 6.80 7.00 7.20 7.40
5000 41.0 m/z 41.10 63.33%
84.0 97.0 154.0

. 111.0 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25886: Cyclohexane, 1,1-dimethyl-2-propyl- T
56.0 69.0 6.80 7.00 7.20 7.40
41.0 m/z 43.10 61.03%
5000 84.0
29.0
97.0 111.0 139.0 154.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40

8270-BF013017.M Thu Mar 02 12:25:12 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 10 Naphthalene, decahydro-, tr... Concentration Rank 5

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

7.21 40.44 ng 6333840 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 95
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
3 1.17-Bicvclopentvl 138 C10H18 001636-39-1 74
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 68
5 1-Methyl-2-methylenecyclohexane 110 C8H14 002808-75-5 64

Abundance Scan 448 (7.207 min): BF093307.D (-446) (-) m/z 67.10 100.00%
67.1
821 op1 138.2
5000

6.80 7.00 7.20 7.40 7.60

0 o2, 1082 "m/z 68.10  75.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16319: Naphthalene, decahydro-, trans-
67.0 138.0
82.0
41.0 9.0
5000 NI L L L L L L
55.0 6.80 7.00 7.20 7.40 7.60
27.0 109.0 m/z 138.20 71.79%
N S P | S S| N R 2 S ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
67.0 820 96.0 138.0
6.80 7.00 7.20 7.40 7.60
5000 41.0 550 m/z 82.10 64.08%
' 109.0
29.0
o 123.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #16259: 1,1'-Bicyclopentyl el R A Em e e
68.0 6.80 7.00 7.20 7.40 7.60
82.0 96.0 m/z 81.10 61.92%
5000 41.0
138.0
55.0
270 ‘ 109.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 6. 80 7.00 7.20 7.40 7.60

8270-BF013017.M Thu Mar 02 12:25:13 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 11 unknown7.47 Concentration Rank 12

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

7.47 23.43 ng 5246700 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.4-Trimethvl-3-hexene 126 C9H18 059643-72-0 38
2 17-Pentatriacontene 491 C35H70 006971-40-0 38
3 4-Decene. 4-methvl-. (E)- 154 C11H22 060366-66-7 38
4 Pentanoic acid. 4-methvl-4-nitro... 175 C7H13NO4 016507-02-1 38
5 2-Butenamide, N,2,3-trimethyl- 127 C7H13NO 001186-87-4 35

Abundance Scan 471 (7.470 min): BF093307.D (-468) (-) m/z 69.10 100.00%
69.1
5000
133.1
“ “m 720 7.40 7.60 7.80
0 Mgl o2 e m/z 55.10 69.73%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #11191: 2,2,4-Trimethyl-3-hexene
69.0
5000 U UL UL R
110 7.20 7.40 7.60 7.80
- : m/z 43.10 64 .48%
0] . “‘N”w”k'|"“|""|”"|"'w""|'”'|"'w
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
720 7.40 7.60 7.80
5000 83.0 m/z 105.10 55.32%
. 1250 167.0 2100 267.0307.0 490.0
I SRR ARSI DAL DAL S UL AL SARLLN SRR
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #25849: 4-Decene, 4-methyl-, (E)-
558.0 7.20 7.40 7.60 7.80
m/z 41.10 48.79%
5000
97.0
0 "'M"A'Ii”%i{q"l""ﬁ"'l""l”"I""I'”'I U UL L L
miz--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80

8270-BF013017.M Thu Mar 02 12:25:13 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 12 trans-Decalin, 2-methyl- Concentration Rank 16

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

7.63 19.57 ng 4382110 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 95
2 Cvclohexanone. 5-methvl-2-(1l-met... 152 C10H160 015932-80-6 81
3 Puledone 152 C10H160 000089-82-7 74
4 Bicvclol4.1.01lheptan-3-one. 4.7.... 152 C10H160 004176-04-9 64
5 Bicyclo[3.3.1]nonane-2,7-dione 152 C9H1202 1000210-30-3 53

Abundance Scan 485 (7.630 min): BF093307.D (-480) (-) m/z 81.10 100.00%
67.1 81.1 152.2
5000 4Ll 9.1 137.2
54(1 SR RS SRR SRR B
11?-1123-2 1672 720 7.40 7.60 7.80 8.00
o b b L2002 727152200 96.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24310: trans-Decalin, 2-methyl-
81.0
67.0
41.0 95.0 152.0
5000
137.0 7.20 7.40 7.60 7.80 8.00
270 sdo 109.0 m/z 67.10 89.26%
P )
0...|....l“...Hl‘l.”.“..‘w&..‘.‘luu..|....|...‘.luuuul
m/z--> 20 40 60 80 100 120 140 160
Abundance
81.0 152.0
67.0 SR RS SRR RS B
109.0 720 7.40 7.60 7.80 8.00
5000 41.0 1370 m/z 55.10 60.76%
95.0
27.0 54.0 123.0
L L L L UL L WL L B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #23922: Pulegone A BEEasEEaLES R
81.0 152.0 7.20 7.40 7.60 7.80 8.00
67.0 m/z 41.10 51.65%
109.0
5000
41.0 137.0
95.0
27.0 123.0 ‘
Olllllllllllsjlllollll \“H |“lw|““|||‘|||“‘||||||| R B B
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80 8.00

8270-BF013017.M Thu Mar 02 12:25:14 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 13 unknown7.74 Concentration Rank 7

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

7.74 33.32 ng 7460940 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol5.4.0Tundecane (trans) 152 C11H20 021394-30-9 49
2 Cvclohexane. cvclopropvl- 124 C9H16 032669-86-6 46
3 Cvclodecene 138 C10H18 003618-12-0 43
4 4.5-Nonadiene 124 C9H16 000821-74-9 41
5 3.beta.-Methyl-trans-hexahydroph... 154 C9H1402 002205-25-6 38

Abundance Scan 495 (7.745 min): BF093307.D (-490) (-) m/z 82.10 100.00%
67.1 83.1 1522
5000 96.1
41 137.2
1101 ‘ . 740 7.60 7.80 8.00
0 e m/z 67.10 91.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24322: Bicyclo[5.4.0]lundecane (trans)
67.0 81.0
41.0
5000 96.0 RS R L
152.0 7.40 7.60 7.80 8.00
123.0 : m/z 83.10 82.24%
Ll e
0""I'”'i“'JllM'aﬂﬁ"dl""l"”W"“'l""l”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41.0 55.0 81.0
27.0 96.0 740 7.60 7.80 8.00
5000 m/z 152.20 81.12%
ol 13.0 110.0124.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16244: Cyclodecene
41.0 67.0 7.40 7.60 7.80 8.00
m/z 55.10 63.75%
81.0
95.0
5000
138.0
27.0 110.0
ob— .|.‘l‘. ; lH' .“l‘ll‘.”.“. .“‘M. I\IHI\I gl .1|2‘.Lp. "I R e AR RS R
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

8270-BF013017.M Thu Mar 02 12:25:14 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 14 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 20

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

7.86 15.07 ng 3375060 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 64
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 58
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 52
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 52
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 52

Abundance Scan 505 (7.859 min): BF093307.D (-503) (-) m/z 119.10 100.00%
119.1
5000 431 134.1
711 97.1 l
7.60 7.80 8.00 8.20
) IR ...',|-. n , '| " :|.|: Ml 26321781 1 s77134.10 0 43.06%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #14354: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
7.60 7.80 8.00 8.20
010 m/z 43.10 36.86%
0 "%S;Q T '%gTq T ??.9"“|' 'M' |“""”l' "M'I' R SN B
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance
119.0
" 7.60 7.80 8.00 8.20
5000 134.0 m/z 57.10 35.37%
91.0
o 150 410 650
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #14362: Benzene, 2-ethyl-1,3-dimethyl- B Al M
119.0 7.60 7.80 8.00 8.20
m/z 97.10 28.36%
5000
134.0
91.0
0 "%S:q " '%QQ? T F?.?"HI' T |”"'”‘l' L L S U SR UL R S
m/z--> 0 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF013017.M Thu Mar 02 12:25:15 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 15 unknown8.00 Concentration Rank 14

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

8.00 20.00 ng 4478120 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4-Dipropvlheptane 184 C13H28 017312-72-0 38
2 Undecane. 2.4-dimethvyl- 184 C13H28 017312-80-0 35
3 Decane. 4-ethvl- 170 C12H26 001636-44-8 35
4 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 27
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 27

Abundance Scan 517 (7.996 min): BF093307.D (-514) (-) m/z 43.10 100.00%
431
85.1
5000
760 7.80 8.00 820 8.40
0 m/z 85.10 68.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45558: 4,4-Dipropylheptane
57.0 85.0
71.0
43.0
5000 AR RS RS SRR R
141.0 760 7.80 8.00 8.20 8.40
29.0 99.0 m/z 57.10 54 _.13%
0 WLl \“ i M‘ ‘
L S S L UL UL L UL B WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
57.0 ISR A SRR R
85.0 7.60 7.80 8.00 8.20 8.40
5000 71.0 m/z 71.10 46 .90%
29.0
. 99.0  126.0141.0155.0169.0184.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36161: Decane, 4-ethyl- R ERmEE B
43.0 7.60 7.80 8.00 8.20 8.40
570 m/z 151.20 40.38%
5000 71.0 85.0
29.0
140.0
Loso | | | | w0 ws0M0
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 1('30 1éo 7. 60 7. I80 8. oo 8. I20 8. 110

8270-BF013017.M Thu Mar 02 12:25:16 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 16 Heptane, 3-ethyl-5-methyl- Concentration Rank 13

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

8.56 23.18 ng 5189780 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 86
2 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 78
3 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 78
4 Decane. 4-methvl- 156 C11H24 002847-72-5 78
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78

Abundance Scan 566 (8.556 min): BF093307.D (-563) (-) m/z 57.10 100.00%
57.1
5000
411 A
g5l 1132 8.20 8.40 8.60 8.80
145.1 : : : :
Ol | 12821195116021762 1983 | o771 10 87.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18481: Heptane, 3-ethyl-5-methyl-
57.0
41,0
5000 R S S
8.20 8.40 8.60 8.80
m/z 43.10 58.10%
113.0
o ZSJJD 1 | 142.0
miz--> % 40 60 % 1o 1o 10 1o 10 2%
Abundance
57.0
820 840 860 880
5000 m/z 41.10 26.09%
41.0 113.0 —\,AW\fJ\VPLﬁA/\LJ“Mvv«/«~\/J\
0 26,0 84.0 141.0  170.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58150: 2-Ethylhexyl mercaptoacetate AR o
57.0 8.20 8.40 8.60 8.80
m/z 56.10 17.90%
5000
41l0
‘ ‘ ‘ 83.0 112.0
0 .1?.9 A .uh‘..l‘,..‘wh Ay | 129014501610 e —
m/z--> 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 17 Dodecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.12 20.00 ng 2939430 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 53
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 49
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 47
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 46
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 43
Abundance Scan 703 (10.122 min): BF093307.D (-701) (-) m/z 57.10 100.00%
51.1
5000
30l1 204.2 9.80 10.00 10.20 10.40
o - 2253 m/z 71.10 89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36157: Dodecane
43.0
71.0
5000 SRR AR SRR AR
9. 80 10 00 10 20 10.40
‘ m/z 43.10 68.61%
98.0 170.0
0|2.6.b.|....|....|....l....:ll??.o.l........ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
'9.80 10.00 10.20 10.40
5000 85.0 m/z 85.10 61.99%
o 39.0 uz0 M0 182.0 5050 226.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83812: Tridecanol, 2-ethyl-2-methyl- R R mEEE
57.0 9.80 10.00 10.20 10.40
m/z 55.10 46 .89%
5000 85.0
m/z--> 25 Jo éo 85 160 150 140 160 180 200 250 240 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 18 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.51 28.29 ng 4157440 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 78
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 68
4 Undecane. 5-ethvl- 184 C13H28 017453-94-0 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 737 (10.511 min): BF093307.D (-734) (-) m/z 57.10 100.00%
57.1
5000
‘ 85.1 BN St s
113.2 10.20 10.40 10.60 10.80
169.2
o A | | L 4L2P0e 21132398 | ‘m/z 71.10 53.58%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 SR AR BN AR SRR
85.0 10,20 10,40 10.60 10.80
m/z 43.10 43.28%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.10 26.11%
0 11301410 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #45604: Decane, 2,6,8-trimethyl- R ERmma R
57.0 10.20 10.40 10.60 10.80
m/z 41.10 19.07%
5000
0 l ' \‘ 85\09'130 155'0184'0
m/z--> 50 100 150 200 250 300 350 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 19 Dodecane, 2,6,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.77 50.93 ng 6021310 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
2 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 64
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 64
4 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 59
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 53

Abundance Scan 760 (10.773 min): BF093307.D (-758) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00
m/z 71.10 78.46%

184.2

o 141.2 163. 220.2 244.2 268.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64585: Dodecane, 2,6,10-trimethyl-
57.0

5000

10. 40 10. 60 10 80 11. OO

29.0 85.0 m/z 43.10 53.11%
o oy mso 15501830 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R B R
10.40 10.60 10.80 11.00
5000 m/z 85.10 29.47%
29.0 85.0
. 113.0 1550 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55012: Tridecane, 4-methyl- R AEma T B
43.0 10.40 10.60 10.80 11.00
71.0 m/z 41.10 21.69%
5000
99.0 155.0
J22d | L ‘ | 1280 PO 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030117\
Data File : BF093307.D

Aca On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 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 20 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.23 25.87 ng 3059040 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
3 Hexadecane 226 C16H34 000544-76-3 78
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
Abundance Scan 800 (11.231 min): BF093307.D (-797) (-) m/z 57.10 100.00%
57.1
5000 85.1 L\A\‘\’_A‘
113.2 "' 11.00 11.20 11.40 1160
35.1 183.2
Obrrrrrrrt ..|,..l'.-.,....',..:'.,.Jf... A0 22342 2673  ‘m/z 71.10  73.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45540: Tridecane
57.0
5000 L S B B B
nmnmnmnm
29.0 85.0 m/z 43.10 45.89%
o “ L | ‘ 113.0 141.0 184.0
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 200 220 250 2éo 2éo 300
Abundance
57.0
"' 11.00 11.20 11.40 1160
5000 85.0 m/z 85.10 39.75%
o 1130 1410 183.0 211.0 239.0 267.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane R R maa e S
57.0 11.00 11.20 11.40 11.60
m/z 41.10 21.51%
5000 85.0
29.0
ol | | , ;1130 1410 169.0 197.0 226.0
m/z--> 25 45 éo éo 160 150 150 1éo 1éo 260 250 240 260 2éo 300 1150 1120 1140 1160
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF030117\
Data File : BF093307.D

Acq On : 1 Mar 2017 23:32

Operator : SJ/MA

Sample : 12002-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
unknown6 .04 6.04 34.7 ng 5441240 1 6.81 3132790 20.0
Cyclohexane, 1-et... 6.12 18.7 ng 2929310 1 6.81 3132790 20.0
Undecane, 5,6-dim... 6.24 18.5 ng 2892990 1 6.81 3132790 20.0
Cyclohexane, 1,1,... 6.33 42.1 ng 6590230 1 6.81 3132790 20.0
Cyclohexane, 1-me... 6.54 30.0 ng 4705760 1 6.81 3132790 20.0
unknown6 .58 6.58 27.9 ng 4363620 1 6.81 3132790 20.0
Cyclohexane, 1-me... 6.66 15.8 ng 2469210 1 6.81 3132790 20.0
1-Ethyl-2,2,6-tri... 7.08 44_.8 ng 7019490 1 6.81 3132790 20.0
Naphthalene, deca... 7.21 40.4 ng 6333840 1 6.81 3132790 20.0
unknown? .47 7.47 23.4 ng 5246700 2 8.11 4478120 20.0
trans-Decalin, 2-_.. 7.63 19.6 ng 4382110 2 8.11 4478120 20.0
unknown? .74 7.74 33.3 ng 7460940 2 8.11 4478120 20.0
Benzene, 1,2,3,5-... 7.86 15.1 ng 3375060 2 8.11 4478120 20.0
unknown8 .00 8.00 20.0 ng 4478120 2 8.11 4478120 20.0
Heptane, 3-ethyl-_.. 8.56 23.2 ng 5189780 2 8.11 4478120 20.0
Dodecane 10.12 20.0 ng 2939430 3 9.87 2939430 20.0
Heptacosane 10.51 28.3 ng 4157440 3 9.87 2939430 20.0
Dodecane, 2,6,10-... 10.77 50.9 ng 6021310 4 11.34 2364630 20.0

4

Tridecane 11.23 25.9 ng 3059040 11.34 2364630 20.0
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