LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 4.944 247 250 260 rBV 520949 697961 14.28% 1.353%
2 5.390 287 289 299 rBB 1538025 2193974 44.88% 4.252%
3 6.305 367 369 371 rBV 182179 168827 3.45% 0.327%
4 6.385 374 376 378 rBV 442782 373198 7.63% 0.723%
5 6.442 378 381 389 rBVY 1198341 1581777 32.36% 3.066%
6 6.567 389 392 394 rBVY 3152736 3882475 79.42% 7.525%
7 6.739 404 407 410 rvB2 36492 67629 1.38% 0.131%
8 6.796 410 412 413 rBV 868296 950229 19.44% 1.842%
9 6.853 413 417 421 rVB2 446508 854075 17.47% 1.655%
10 6.956 423 426 428 rBV 2499123 3565128 72.93% 6.910%

11 7.047 431 434 435 rBvY 114413 130875 2.68% 0.254%
12 7.070 435 436 438 rVB 374350 294864 6.03% 0.572%
13 7.116 438 440 444 rVB 692569 672640 13.76% 1.304%
14 7.185 444 446 449 rBvY 194454 253194 5.18% 0.491%
15 7.265 449 453 456 rBvV2 61702 155504 3.18% 0.301%

16 7.333 456 459 460 rBvV 375283 371391 7.60% 0.720%
17 7.367 460 462 465 rVB 2815525 2956048 60.47% 5.729%
18 7.447 467 469 470 rBvV 147195 154413 3.16% 0.299%
19 7.482 470 472 474 rBY 271690 260585 5.33% 0.505%
20 7.516 474 475 477 rVB 109866 75605 1.55% 0.147%

21 7.573 477 480 481 rBV2 232690 258891 5.30% 0.502%
22 7.596 481 482 488 rVB 429060 408608 8.36% 0.792%
23 7.676 488 489 491 rBvV 38598 58868 1.20% 0.114%
24 7.733 493 494 498 rVB3 129163 199979 4._.09% 0.388%
25 7.825 498 502 507 rBV2 695564 1127382 23.06% 2.185%

26 7.893 507 508 509 rBvV 58672 66273 1.36% 0.128%
27 7.950 512 513 516 rBV2 49513 60013 1.23% 0.116%
28 8.088 522 525 527 rBV 1419811 1491084 30.50% 2.890%
29 8.213 532 536 540 rvv4 69797 169098 3.46% 0.328%
30 8.316 540 545 546 rvv3 51132 113697 2.33% 0.220%

31 8.339 546 547 553 rvVB5 76241 179419 3.67% 0.348%
32 8.430 5563 555 557 rBv2 51051 76981 1.57% 0.149%
33 8.476 557 559 562 rBv3 119738 299193 6.12% 0.580%
34 8.568 564 567 573 rVB 308431 732911 14.99%% 1.421%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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
35 8.751 579 583 584 rBV3 44319 89323 1.83% 0.173%

36 8.808 584 588 590 rvv 368706 562339 11.50% 1.090%
37 8.876 592 594 595 rvv 246517 270942 5.54% 0.525%
38 8.899 595 596 598 rvv 117734 144527 2.96% 0.280%
39 9.002 601 605 607 rBv4 23243 62466 1.28% 0.121%
40 9.116 612 615 617 rBv4 74012 109341 2.24% 0.212%

41 9.173 617 620 622 rBV 4714942 4888427 100.00% 9.475%
42 9.276 627 629 634 rVvv5 59205 183457 3.75% 0.356%
43 9.368 635 637 640 rvv 86646 136452 2.79% 0.264%
44 9.436 640 643 646 rvv3 201696 390267 7.98% 0.756%
45 9.505 647 649 653 rvv 254476 355588 7.27% 0.689%

46 9.573 653 655 657 rvv 99215 128690 2.63% 0.249%
47 9.631 657 660 664 rvv2 81569 236700 4._.84% 0.459%

48 9.711 664 667 669 rvB2 52418 73817 1.51% 0.143%
49 9.848 676 679 681 rBV 1612462 1488710 30.45% 2.885%
50 9.962 686 689 691 rvVB4 52442 93363 1.91% 0.181%

51 10.145 702 705 707 rBV 79532 113096 2.31% 0.219%
52 10.179 707 708 712 rvv2 171376 279308 5.71% 0.541%
53 10.282 715 717 719 rVB3 48143 65465 1.34% 0.127%
54 10.339 719 722 726 rBv4 19451 52526 1.07% 0.102%
55 10.476 733 734 737 rBv2 112578 157797 3.23% 0.306%

56 10.648 746 749 751 rBV 2285808 2815584 57.60% 5.457%
57 10.751 756 758 763 rvVB2 85622 152254 3.11% 0.295%
58 10.991 776 779 784 rBV7 17425 55087 1.13% 0.107%
59 11.151 790 793 796 rBvV 2775761 4331673 88.61% 8.396%
60 11.196 796 797 798 rvVv 179474 197086 4._.03% 0.382%

61 11.231 798 800 803 rvv2 123259 245575 5.02% 0.476%
62 11.334 807 809 812 rBV 1442475 1411142 28.87% 2.735%

63 11.619 832 834 838 rvB 38925 66758 1.37% 0.129%
64 12.259 884 890 891 rBvV 27937 71844 1.47% 0.139%
65 12.294 891 893 897 rvVvB3 27934 69975 1.43% 0.136%

66 12.637 914 923 924 rBV2 29049 122259 2.50% 0.237%
67 12.922 945 948 950 rBV 4145151 4278784 87.53% 8.293%
68 13.231 970 975 982 rBV5 19157 97308 1.99% 0.189%
69 13.597 1005 1007 1015 rVB6 24134 59895 1.23% 0.116%
70 13.814 1023 1026 1033 rBV2 72154 125789 2.57% 0.244%

71 13.974 1038 1040 1042 rVB 1186001 1298694 26.57% 2.517%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF013017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.420 1076 1079 1085 rVB2 74666 117418 2.40% 0.228%
73 15.391 1161 1164 1167 rBV 878531 1091686 22.33% 2.116%

74 15.791 1196 1199 1203 rBvV 41261 68713 1.41% 0.133%

75 16.260 1237 1240 1244 rBvV 42301 72803 1.49% 0.141%

76 16.797 1284 1287 1292 rBvV 25176 58133 1.19% 0.113%
Sum of corrected areas: 51593850

8270-BF013017.M Fri Mar 03 06:38:03 2017 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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

Abundance TIC: BF093327.D
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3000000 7.37
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2000000
5.39

1000000

4.94

o
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF093327.D

12.92
4000000:

3000000 11.15
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1000000
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A o -~ o\ Y\, =\ -~ A AN
g
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Abundance TIC: BF093327.D

4000000

3000000

2000000

13.97
1000000 15.39

3.81 14.42 1579  16.26 16.80
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Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.94 14.69 ng 697961 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 250 (4.944 min): BF093327.D (-247) (-) m/z 43.05 100.00%
43.0
59.1
5000
toud 460 480 500 520
YN Y-~ SN NN B - o N1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL L UL
59.0 460 480 500 520
0,
150 a0 1010 m/z 101.10 17 .54%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.00 16.17%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
54.0 460 4.80 5.00 5.20
m/z 41.05 8.97%
5000
410 101.0
15.0 ‘%0 111500, | 690 83.0
m/z--> 10 20 30 4'0 50 60 7'0 8|0 9 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, l-ethyl-2-methyl- Concentration Rank 15

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

6.30 3.55 ng 168827 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,3,5-trimethyl- 120 C9H12 000108-67-8 91

Abundance Scan 369 (6.305 min): BF093327.D (-367) (-) m/z 105.10 100.00%
106.1
5000
120.1
391 510 es0 (10 911 6.00 620 6.40 6.60
bttt et M e Tm/Z 120,10 32.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9130: Benzene, 1-ethyl-2-methyl-
105.0
5000 "'I""I""I'A"I""
120.0 6.00 6.20 6.40 6.60
m/z 77.00 12.74%
27.0 39‘.0 51.0 65.0 77‘.0 9]‘..0
| . Al 11 il . | .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.10 12.71%
120.0
150 270 390 510 650 77.0 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9135: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.12%
5000
120.0
150 270 30 510 650 710 90 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 1,3,5-trimethyl- Concentration Rank 7

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

6.38 7.85 ng 373198 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 376 (6.385 min): BF093327.D (-374) (- m/z 105.10 100.00%
105.1
5000 120.1
300 510 50 (0 9L1 6.00 6.20 6.40 6.60 6.80
S S T N 1 NN MO /I | R m/z 120.10  44.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9122: Benzene, 1,3,5-trimethyl-
105.0
120.0
5000
6.00 6.20 6.40 6.60 6.80
m/z 77.00 12 .20%
270 30 510 g50 10 910
: [ [T N L ol
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 119.10 11.86%
150 270 390 510 50 70 9LO
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9126: Benzene, 1,2,4-trimethyl- .,....,....,....A,....,.
105.0 6.00 6.20 6.40 6.60 6.80
0,
120.0 m/z 91.10 9.87%
5000
150 270 300 510 eso [P0 900 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 unknown6.57 Concentration Rank 1

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

6.57 81.72 ng 3882480 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 392 (6.567 min): BF093327.D (-389) (-) m/z 132.10 100.00%
13R.1
5000 681
200 9%.1 o5 640 6o 650 750
.0 54.0 . . . . .
4820 | e m/z 68.10 36.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.58%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.05 23.16%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl S e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .24%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l SN | GO
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 1l-methyl-3-propyl- Concentration Rank 8

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

7.07 6.21 ng 294864 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 95
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 94
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzene. l1-methvl-4-propvl- 134 C10H14 001074-55-1 91
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 74

Abundance Scan 436 (7.070 min): BF093327.D (-435) (-) m/z 105.10 100.00%
106.1
5000
134.2
77.0 910 6.80 7.00 7.20 7.40
39.0 51.0 650 119.1
e i b b b M7z 134.15 24550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14345: Benzene, 1-methyl-3-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 106.05 13.65%
27.0 390 510 650 77‘-‘0 910 119.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
6.80 7.00 7.20 7.40
5000 m/z 77.05 12.05%
134.0
150 27.0 39.0 510 650 /70 910 119.0
wwwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14335: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40
m/z 91.05 10.79%
5000
91.0 134.0
150 270 390 510 50 17 [ | 1100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 8 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

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

7.12 14.16 ng 672640 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. l-ethvIl-3.5-dimethvl- 134 C10H14 000934-74-7 94
3 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 93
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93

Abundance Scan 440 (7.116 min): BF093327.D (-438) (-) m/z 119.10 100.00%
119.1
5000
134.1
911 1051

39.1 51.0 650 /71 6.80 7.00 7.20 7.40
e e e e e bl e - m/Zz 134.10  39.02%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14365: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 6.80 7.00 7.20 7.40
610 105.0 m/z 105.10 33.58%
150 27.0 39.0 5.0 650 77.0 T TR |
T T T T T T T e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
6.80 7.00 7.20 7.40
m/z 91.10 27 .32%
5000 134.0

0390 519 650 770 90 1050

mmmmmmmwﬁ
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14363: Benzene, 1-ethyl-2,3-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 12.12%
5000
134.0
91.0 105.0
27.0 390 510 650 770
...%.(.)..,1.%9,...‘.,....‘,‘....,‘.‘...,.‘.‘a.,...‘:‘,....,‘....,.‘a‘:.,..‘a‘al....,..‘..,...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF013017.M Fri Mar 03 06:38:08 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 1l-methyl-4-propyl- Concentration Rank 10

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

7.18 5.33 ng 253194 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 94
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 87
5 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 83

Abundance Scan 446 (7.185 min): BF093327.D (-444) (-) m/z 105.10 100.00%
106.1
5000
134.1
390 51.0 650 ‘"1 910 1191 6.80 7.00 7.20 7.40 7.60
P prr e e el e e e e e b e m/z 134.05 19.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14344: Benzene, 1-methyl-4-propyl-
105.0
5000
6.80 7.00 7.20 7.40 7.60
770 134.0 m/z 77.10 12.32%
150 270 390 510 650 ‘7 MO | 7o
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 79.10 9.96%
134.0
15,0 27.0 39.0 510 650 /70 910 119.0
wwmmﬂmmﬁmﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14339: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40 7.60
m/z 106.10 9.44%
5000
134.0
27.0 390 51.0 77.0 910
"I""I"'M\"??I?"'N""I§§:9I"'M“""J""I'*"I'}}?{R"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60

8270-BF013017.M Fri Mar 03 06:38:09 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 19

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

7.26 3.27 ng 155504 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 94
2 Benzene. 1l-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 93
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
4 1.3-Cvclopentadiene., 1.2.3.4-tet... 134 C10H14 076089-59-3 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90

Abundance Scan 453 (7.265 min): BF093327.D (-449) (-) m/z 119.10 100.00%
119.1
5000
134.2
41|.1 561 730 91|'° 1030 7.00 7.20 7.40 7.60
el e e b | m/Zz 134.20 33.98%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.00 17.33%
27.0 3%-0 5.0 650 77.0 103.0
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 41.10 13.79%
134.0
91.0
15.0 27.0 41.0 53.0 65.0 77.0 103.0
mmmmmmmw
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14364: Benzene, 4-ethyl-1,2-dimethyl- AN Baa T e e
119.0 7.00 7.20 7.40 7.60
m/z 56.10 13.03%
5000
134.0
20 150 270 30 510 650 77.0 gﬁo 1050
| ol I Ll
m/z--> 0 10 20 §o 40 55 éo 70 éo 90 100 110 120 150 150 7.00 7.20 7.40 7.60

8270-BF013017.M Fri Mar 03 06:38:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 16

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

7.48 3.50 ng 260585 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 64
3 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 64
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 64

5 Benzene, l-methyl-2-(1-methyleth... 134 C10H14 000527-84-4 64

Abundance Scan 472 (7.482 min): BF093327.D (-470) (-) m/z 119.10 100.00%
119.1
5000 131.1
91.1
39.0 51.0 65|.0 77|-0 105.1 ul 146.1 7.20 7.40 7.60 7.80
A DA 1A [T PSS S | I ) ST P M m/z 131.10 40.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
134.0 7.20 7.40 7.60 7.80
0 O° 1050 m/z 134.10 37.00%
A8 20 0 O o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0
7.20 7.40 7.60 7.80
5000 m/z 91.10 28.37%
91.0 134.0
77.0
15,0 27.0 39.0 510 650 105.0
wmmmwmwﬁwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14372: Benzene, 1-ethyl-3,5-dimethyl-
119.0 7.20 7.40 7.60 7.80
m/z 115.10 13.10%
5000
134.0
270 390 510 650 77.0 9#0 1050 |
\. LI \.\ . ‘w i Ll 1
R B Maa B o e o e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.20 7.40 7.60 7.80

8270-BF013017.M Fri Mar 03 06:38:11 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

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

7.57 3.47 ng 258891 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 95
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 94
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94

Abundance Scan 480 (7.573 min): BF093327.D (-477) (-) m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 267.0 7.20 7.40 7.60 7.80
et bt e e e e e rraer s || m/z 134.10  48.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.20 7.40 7.60 7.80
910 m/z 91.05 17.65%
390 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
119.0
7.20 7.40 7.60 7.80
5000 m/z 133.10 9.71%
91.0
150 410 65.0
mﬁmﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14356: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 120.10 9.21%
5000
39.0 4, 910
) 1l |
m/z--> 25 45 éo 85 160 150 150 160 180 200 220 250 2é0 7.20 7.40 7.60 7.80

8270-BF013017.M Fri Mar 03 06:38:11 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 3-(But-3-enyl)-cyclohexanone Concentration Rank 13

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

8.48 4.01 ng 299193 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(But-3-envl)-cvclohexanone 152 C10H160 003636-03-1 70
2 Cvclohexane. 1l-methvl-2-propvl- 140 C10H20 004291-79-6 27
3 3-Penten-1-o0l. 2.2.4-trimethvl- 128 C8H160 005842-53-5 25
4 Cvclohexane. l1-ethvl-2-methvl- 126 C9H18 003728-54-9 22
5 5-Amino-3-methylpyrazole 97 C4H7N3 031230-17-8 22

Abundance Scan 559 (8.476 min): BF093327.D (-557) (-) m/z 97.10 100.00%
55.0 97.1

>0 rA»“,qﬂ\Jkn&//\\f\~_¢~ﬁ\/\,~

01 1 1402 650 640 6k sho

m/z 55.05 90.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #24009: 3-(But-3-enyl)-cyclohexanone
97.0
67.0

5000 III|IIII|IIII|IIII|IIII
81.0 110.0 8.20 8.40 8.60 8.80
m/z 81.05 60.62%
123.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
55.0 97.0
L L R
8.20 8.40 8.60 8.80
5000 m/z 67.00 53.97%
41.0
69.0
29.0
15.0 830 111.0 125.0 1400
wmmmmmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #12217: 3-Penten-1-ol, 2,2,4-trimethyl- R B AR,
55.0 97.0 8.20 8.40 8.60 8.80
m/z 60.00 48.01%
5000 41.0
27.0 69.0
50 |l s0 | a0 o
T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80

8270-BF013017.M Fri Mar 03 06:38:12 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 2(1H)-Naphthalenone, octahy... Concentration Rank 14

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

8.88 3.63 ng 270942 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 97
2 1-Decalone (cis-trans) 152 C10H160 004832-16-0 91
3 Benzofuran., octahvdro-6-methvl-3... 152 C10H160 077954-13-3 89
4 2-Decalone.c&t 152 C10H160 004832-17-1 78
5 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 53

Abundance Scan 594 (8.876 min): BF093327.D (-592) (-) m/z 81.10 100.00%
. 108.1
152.1
5000 M 1331
1zl 860 8.80 9.00 920

m/z 108.05 98.23%

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

Abundance #24089: 2(1H)-Naphthalenone, octahydro-, trans-
55.0 108.0
81.0 152.0
41.0
5000 9.0
68.0 8.60 8.80 9.00 9.20
‘ ‘ ‘ 134.0 m/z 55.05 91.52%
S Y O P o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
55.0 81.0
0 108.0 B e
8.60 8.80 9.00 9.20
5000 27.0 95.0 152.0 m/z 67.10 75.42%
68.0
o 1230 .
Wﬁmﬂmmﬁmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24101: Benzofuran, octahydro-6-methyl-3-methylene- s i A B o S
41.0 81.0 8.60 8.80 9.00 9.20
m/z 152.10 65.48%
67.0
95.0 108.0
5000 270 152.0
| ol il |
reprererotleredl .‘ T 1 O A Ml SIS W L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 900 9.20

8270-BF013017.M Fri Mar 03 06:38:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Naphthalene, 2,6-dimethyl- Concentration Rank 11

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

9.44 5.24 ng 390267 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97

Abundance Scan 643 (9.436 min): BF093327.D (-640) (-) m/z 156.10 100.00%
15p.1
141.1

5000

9.20 9.40 9.60 9.80

0 m/z 141.10 73.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27167: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
0
630 77.0 115.0128.0 m/z 155.10 36.36%
X T IR N R .-t N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
156.0
141.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 17.18%
115.0
63.0 77.0 128.0
14.0 39.0 102.0
wwwwmmmmwwﬁwﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27169: Naphthalene, 1,7-dimethyl- i B i S e
141.0 156.0 9.20 9.40 9.60 9.80
' m/z 128.10 13.58%
5000
0.0 63.0 77.0 115.0 128.0
BN N R0 A | N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.20 9.40 9.60 9.80

8270-BF013017.M Fri Mar 03 06:38:14 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Naphthalene, 1,6-dimethyl- Concentration Rank 12

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

9.50 4.78 ng 355588 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 649 (9.505 min): BF093327.D (-647) (-) m/z 156.05 100.00%

5000

9.20 9.40 9.60 9.80
m/z 141.10 84.21%

77.0
51.0 63.0 89.1 102.1

38,1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27195: Naphthalene, 1,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 33.74%
51.0 63.0 77.0 128.0
Ao Y PR 00 A | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
141.0 156.0
9.20 9.40 9.60 9.80
5000 m/z 115.10 18.31%
76.0 11501280
o70 510630 89.0 102.0
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27169: Naphthalene, 1,7-dimethyl- B B s e
141.0 156.0 9.20 9.40 9.60 9.80
' m/z 153.10 16.37%
5000
115.0
63.0 77.0 128.0
SN N O VR0 NSO N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80

8270-BF013017.M Fri Mar 03 06:38:14 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Naphthalene, 1,4-dimethyl- Concentration Rank 20

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

9.63 3.18 ng 236700 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 94
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 94

Abundance Scan 660 (9.631 min): BF093327.D (-657) (-) m/z 156.10 100.00%
141. 5

5000

9.40 9.60 9.80 10.00
m/z 141.10 93.76%

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

Abundance #27192: Naphthalene, 1,4-dimethyl-
141.0 156.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 155.10 25.39%
-Y128.0
S Ol )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
156.0
141.0
9.40 9.60 9.80 10.00
5000 m/z 115.10 21.41%
115.0
63.0 77.0 128.0
14.0 39.0 102.0
wmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27181: Naphthalene, 2,3-dimethyl- L B mae AT S
156.0 9.40 9.60 9.80 10.00
141.0 m/z 147.10 16.36%
5000
115.0
180 390 630760 8903000 | B0 |
R LR L e LA L AAR) RARAXRARSS Lamay s s s R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093327.D

Aca On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample : 12052-01

Misc :

ALS Vial : 12 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 Benzenesulfonamide, N-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.23 3.48 ng 245575 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 64
2 Bensulide 397 C14H24N04PS3 000741-58-2 40
3 p-Chloromandelic acid 186 C8H7CI03 000492-86-4 32
4 2.6-Difluorobenzoic acid. benzvl... 248 C14H10F202 1000293-48-1 22
5 1-[Phenylsulfonyl]-1-nitropropane 229 C9H11NO4S 021272-84-4 22
Abundance Scan 800 (11.231 min): BF093327.D (-798) (-) m/z 77.00 100.00%
71.0 141.0 Mwn_wﬂvwﬁAﬁANWMMﬂ“$
170.0
5000
51.0
115.1 241.9 LRI IS B BRI
| | || 212.0 m 11.00 11.20 11.40 11.60
e Hh,ntwA..JM%.Jdﬂ.”,Jh e e m/z 141.00 92 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64848: Benzenesulfonamide, N-butyl-
71.0 141.0 170.0
5000 LRI S BN UL
1100 11.20 1140 11.60
51.0 m/z 170.00 80.28%
30.0
W 1060 1 21?0
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
77.0
170.0 11.00 11.20 11.40 11.60
5000 141.0 m/z 51.00 34.69%
51.0
30.0 106.0 2090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47220: p-Chloromandelic acid R AR RRRES T
71.0 11.00 11.20 11.40 11.60
141.0 m/z 247.90 21.89%
5000
51.0
b L
bl | LIl
m/z--> 20 40 60 80 1c')o 12'0 140 160 180 200 220 240 260 1100 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
Data File : BF093327.D

Acq On : 2 Mar 2017 18:14

Operator : SJ/MA

Sample - 12052-01

Misc :

ALS Vial : 12 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]
2-Pentanone, 4-hy... 4.94 14.7 ng 697961 1 6.80 950229 20.0
Benzene, l-ethyl-_.. 6.30 3.5 ng 168827 1 6.80 950229 20.0
Benzene, 1,3,5-tr... 6.38 7.8 ng 373198 1 6.80 950229 20.0
unknown6 .57 6.57 81.7 ng 3882480 1 6.80 950229 20.0
Benzene, 1l-methyl... 7.07 6.2 ng 294864 1 6.80 950229 20.0
Benzene, 2-ethyl-_._. 7.12 14.2 ng 672640 1 6.80 950229 20.0
Benzene, 1l-methyl... 7.18 5.3 ng 253194 1 6.80 950229 20.0
Benzene, 1l-methyl... 7.26 3.3 ng 155504 1 6.80 950229 20.0
Benzene, 4-ethyl-_._. 7.48 3.5 ng 260585 2 8.09 1491080 20.0
Benzene, 1,2,4,5-._.. 7.57 3.5 ng 258891 2 8.09 1491080 20.0
3-(But-3-enyl)-cy... 8.48 4.0 ng 299193 2 8.09 1491080 20.0
2(1H)-Naphthaleno. .. 8.88 3.6 ng 270942 2 8.09 1491080 20.0
Naphthalene, 2,6-... 9.44 5.2 ng 390267 3 9.85 1488710 20.0
Naphthalene, 1,6-... 9.50 4.8 ng 355588 3 9.85 1488710 20.0
Naphthalene, 1,4-_.. 9.63 3.2 ng 236700 3 9.85 1488710 20.0
Benzenesulfonamid... 11.23 3.5 ng 245575 4 11.33 1411140 20.0
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