LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 5.013 253 256 262 rVB 625683 769752 3.19% 0.557%
2 5.447 292 294 296 rVB 3163970 3046191 12.62% 2.204%
3 5.573 303 305 307 rBV 371672 336220 1.39% 0.243%
4 6.362 372 374 375 rBV 313443 248636 1.03% 0.180%
5 6.442 378 381 382 rBV 250602 263490 1.09% 0.191%
6 6.476 382 384 386 rBY 2148804 1793685 7.43% 1.298%
7 6.613 393 396 398 rBVY 5848472 5775891 23.94% 4.178%
8 6.659 398 400 402 rVV 550068 717866 2.98% 0.519%
9 6.842 413 416 417 rBVY 1900674 1621125 6.72% 1.173%
10 6.899 420 421 425 rvv2 705291 1011309 4_.19% 0.732%

11 7.002 427 430 431 rVV 5693291 6267082 25.97% 4 _.534%
12 7.024 431 432 434 rVB 874045 614737 2.55% 0.445%
13 7.104 437 439 441 rBV 1758483 2004576 8.31% 1.450%
14 7.162 442 444 449 rVB 392683 394362 1.63% 0.285%
15 7.242 449 451 455 rBV2 177754 258662 1.07% 0.187%

16 7.413 461 466 468 rBV 4448992 6135264 25.43% 4._.438%
17 7.527 474 476 481 rVB4 227223 527646 2.19% 0.382%
18 7.642 485 486 488 rBvV 489421 351057 1.45% 0.254%
19 7.802 497 500 503 rvB2 507830 672215 2.79% 0.486%
20 7.870 503 506 508 rBVv2 1199449 1614221 6.69% 1.168%

21 7.905 508 509 512 rvv2 241251 438088 1.82% 0.317%
22 7.973 512 515 516 rVB2 451342 689398 2.86% 0.499%
23 8.167 526 532 534 rBV2 13201168 24128572 100.00% 17.455%
24 8.202 534 535 537 rvV 1886243 1422073 5.89% 1.029%
25 8.373 548 550 551 rBvV 291519 266713 1.11% 0.193%

26 8.407 551 553 556 rvB3 315415 340319 1.41% 0.246%
27 8.510 561 562 565 rBvV 346697 321130 1.33% 0.232%
28 8.590 565 569 571 rBV 251452 443903 1.84% 0.321%
29 8.636 571 573 576 rvB2 517393 629798 2.61% 0.456%
30 8.716 579 580 582 rvB2 353323 306218 1.27% 0.222%

31 8.785 585 586 588 rvv2 413797 556063 2.30% 0.402%
32 8.842 588 591 594 rvvV 6811630 7044093 29.19% 5.096%
33 8.945 597 600 602 rvVV 5386434 5641903 23.38% 4.082%
34 9.208 620 623 625 rvB 8328529 7956053 32.97% 5.756%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.299 629 631 634 rVB 923027 1111687 4.61% 0.804%

36 9.356 634 636 637 rBvV 225459 265908 1.10% 0.192%
37 9.402 637 640 643 rVB 708027 1000378 4._.15% 0.724%
38 9.470 643 646 650 rBY 1030563 1546306 6.41% 1.119%
39 9.539 650 652 653 rBVY 1967656 1976850 8.19% 1.430%
40 9.562 653 654 656 rvB 825596 1006605 4_.17% 0.728%

41 9.653 661 662 665 rvB 658305 974040 4._.04% 0.705%
42 9.745 667 670 672 rBv2 760765 911163 3.78% 0.659%
43 9.882 679 682 683 rBV 2591920 2586829 10.72% 1.871%
44 9.916 683 685 687 rvV 6865221 6399398 26.52% 4 _.630%
45 9.950 687 688 690 rvv 374374 332541 1.38% 0.241%

46 9.985 690 691 693 rvv 266091 326616 1.35% 0.236%
47 10.042 693 696 697 rvv3 180580 326397 1.35% 0.236%
48 10.088 697 700 702 rVV 4445650 4029221 16.70% 2.915%
49 10.122 702 703 705 rvVv 386639 328474 1.36% 0.238%
50 10.202 708 710 711 rBvV2 277116 348561 1.44% 0.252%

51 10.305 714 719 721 rBV3 226659 563388 2.33% 0.408%
52 10.373 723 725 728 rBVv3 130076 245283 1.02% 0.177%
53 10.431 728 730 732 rVV 4347353 3804274 15.77% 2.752%
54 10.499 732 736 739 rvv2 478938 997854 4.14% 0.722%
55 10.591 741 744 746 rVB2 224572 430104 1.78% 0.311%

56 10.671 748 751 753 rBV 4572770 4579802 18.98% 3.313%
57 10.968 774 777 779 rvv2 158975 322880 1.34% 0.234%
58 11.002 779 780 783 rvV 284788 328364 1.36% 0.238%
59 11.265 800 803 805 rvB 422433 484829 2.01% 0.351%
60 11.368 809 812 813 rVvv 2310727 2576376 10.68% 1.864%

61 11.391 813 814 816 rVV 4786580 3585115 14.86% 2.594%
62 11.596 830 832 834 rBV 715292 587770 2.44% 0.425%
63 11.894 857 858 860 rvv 529460 422120 1.75% 0.305%
64 11.974 863 865 869 rvB 281957 378023 1.57% 0.273%
65 12.122 877 878 881 rBv2 178294 255379 1.06% 0.185%

66 12.408 901 903 907 rvv2 159060 280439 1.16% 0.203%
67 12.579 914 918 919 rVB 302567 450572 1.87% 0.326%
68 12.956 948 951 953 rBV 6531426 6515461 27.00% 4._.713%
69 13.859 1027 1030 1040 rBV2 105372 266350 1.10% 0.193%
70 13.997 1040 1042 1045 rBV 1571900 1515588 6.28% 1.096%

71 15.425 1164 1167 1170 rBV 1058059 1247013 5.17% 0.902%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 17.768 1368 1372 1379 rBV 125719 313519 1.30% 0.227%

Sum of corrected areas: 138229788
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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\BF011216\

BF084428.D

13 Jan 2016 00:06

SJ/UM

G4988-09

15 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF084428.D

5.01

7.41

0
Time-->

5.00

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000
V.97

8.20

TIC: BF084428.D

9.21

8.84 9.92

8.94

11.39

10.09 10.43 10.67

11{37

9.
9.54

Bn.5%6%

0

9. WA M o574 Qe
. FHRID

11.60
g0 1L 1%@%\12 12,412.58

12.96

f
Time--> 8.00

10.00 10.50 11.00

8.50

9.00 9.50

11.50

12.00

12.50 13.00 13.50

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

20000001 14

13.86

TIC: BF084428.D

.00

15.43

17.77

Time--> 14.

14.50 15.00 15.50 16.00 16.50 17.00

00 17.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 1 unknown5.01 Concentration Rank 7

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

5.01 9.50 ng 769752 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 256 (5.013 min): BF084428.D (-253) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
| 83.1 | 460 4.80 5.00 5.20 5.40
0'”P”'P”W””I”Jm”W”JW””P”'H”W”JP'”P”W””P'”P”W m/z 59.10 59.07%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL R UL
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.10 19.69%
0”W””PLW”N“”WL”P“h””P”ﬁﬁgP”w””P”W””P”W””
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 58.10 16.49%
o 73.0 126.0 1420
LR LR RN RS LN LRSS RN RLRRN RAARS RS LA LRSS LRSS LRSS R N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone
43.0 460 4.80 5.00 5.20 5.40
m/z 41.05 8.34%
5000
15.0
58.0
27.0
0“EP“HLWHWV“HL“V“WH“V“W““V“W““V“W““V“W““
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 3-Heptanone Concentration Rank 18

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

5.57 4_.15 ng 336220 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanone 114 C7H140 000106-35-4 72
2 2-Butanone. 3.3-dimethvl-1-thioc... 157 C7H11NOS 057518-71-5 45
3 Pentanoic acid. 3-methvl-2-oxo-.... 144 C7H1203 003682-42-6 42
4 2-Butanone. l1-bromo-3.3-dimethvl- 178 C6H11BrO 005469-26-1 42
5 3-Hexanone, 5-methyl- 114 C7H140 000623-56-3 38

Abundance Scan 305 (5.573 min): BF084428.D (-303) (-) m/z 57.10 100.00%
57.1
5000
41.1 85.1 N
| 72|'1 99.1 114.1 5.I20 5.2-0 5.;30 5.I80 I
o m/z 85.10 23.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7247: 3-Heptanone
57.0
5000 29.0 SRR AR SRS R
85.0 520 5.40 5.60 5.80
41.0 72.0 m/z 41.10 21.44%
114.0
o I %0 "
AR NI INARI AL A S INRILA INULR AL SRR BARAS RARAS RSN RARAE SARAN SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
520 5.40 5.60 5.80
5000 41.0 m/z 72.10 15.47%
85.0
0 72.0 100.0 115.0 157.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19871: Pentanoic acid, 3-methyl-2-oxo-, methyl ester e
57.0 520 5.40 5.60 5.80
m/z 43.05 9.61%
29.0
5000 41.0
85.0
o I |, 69.0 101.0 114.0 144.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 520 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 unknown6.61 Concentration Rank 2

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

6.61 71.26 ng 5775890 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 396 (6.613 min): BF084428.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
w151 || oo B L J 620 640 b0 650 70
0 B e e m/z 68.10 41.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR I L UL R
620 6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .59%
O'I"hﬁul'H'I'l”'M""I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.10 26.80%
158.0 189.0
e L L N L L UL B B WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.08%
5000 630 810
31.0 112.0
OIIH\”MIIA'?PH\ .“.i‘.195.'<),‘.‘.l‘.,..“. T Tt et rer et
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Benzene, cyclopropyl- Concentration Rank 12

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

7.02 7.58 ng 614737 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. cvclopropvl- 118 C9H10 000873-49-4 72
2 Benzene. 1.1°-(l1l.5-hexadiene-1.6... 234 C18H18 004439-45-6 53
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 47
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 47
5 Indane 118 C9H10 000496-11-7 47

Abundance Scan 432 (7.024 min): BF084428.D (-431) (-) m/z 117.10 100.00%
1171
5000
201 580 O+t 6.60 6.80 7.00 7.20 7.40
(o} : e s m/z 118.10 51.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8690: Benzene, cyclopropyl-
117.0
5000 91.0
6.60 6.80 7.00 7.20 7.40
m/z 115.10 26.14%
390 65.0
0 ...,....‘,..‘..,‘.‘...”,..‘l.H...l“....,....,.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.10 12.66%
91.0
0 39.0  65.0 143.0 165.0 189.0 234.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8682: Benzene, 1-propenyl-
117.0 6.60 6.80 7.00 7.20 7.40
m/z 116.10 5.88%
5000
91.0
39.0
Oiq?”'W'”éi?”l”'W'”'"”I”'W'”"'”I”'W'”'P VRS AR AR RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Indene Concentration Rank 3

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

7.10 24.73 ng 2004580 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 Benzene. l-ethvnvl-4-methvl- 116 CO9H8 000766-97-2 91
4 Benzene.l-ethvnvl-2-methvl- 116 C9H8 000766-47-2 91
5 Benzene, 1,2-propadienyl- 116 C9HS8 002327-99-3 90

Abundance Scan 439 (7.104 min): BF084428.D (-437) (-) m/z 115.10 100.00%
1151
5000
63.0 89.0 6.80 7.00 7.20 7.40
39.0 50.1
Olrrrrrrrrte bbb o et 200l 1841 1 Th777116.10 93.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8166: Indene
116.0
5000 B RN RERAE RS R
6.80 7.00 7.20 7.40
m/z 89.00 11.57%
ol 270 390 500 830 0 %0
m/z--> 26 35 Jo §0 eb 75 éo do 160 110 120 150 110
Abundance
115.0
6.80 7.00 7.20 7.40
5000 m/z 63.00 10.43%
270 390 510 630 740 890 oo,
m/z--> 26 35 Jo §0 eb 75 éo do 100 1io 150 150 110
Abundance #8175: Benzene, 1-ethynyl-4-methyl-
115.0 6.80 7.00 7.20 7.40
m/z 117.10 8.18%
5000
; 10 630 740 890 \
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 150 14'10 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 15

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

7.16 4.87 ng 394362 1,4-Dichlorobenzene-d4 6.84
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-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 94
3 Benzene. 1l-methvl-2-(l1-methvleth... 134 C10H14 000527-84-4 93
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91

Abundance Scan 444 (7.162 min): BF084428.D (-442) (-) m/z 119.10 100.00%
119.1
5000 105.1 134.1
91.1
39.0 51.0 65.1 77|'1 6.80 7.00 7.20 7.40
0.w.”w.”w.”Jﬁ”.ﬁ”.“%.“.MP.HH.HPHL“Jl!””,nm,” m/z 105.10 42 _.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14402: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
6.80 7.00 7.20 7.40
910 134.0 m/z 134.10 38.82%
ol 150 27.0 410 5309 650 770 | 1030
mz> 10 20 30 40 80 60 70 80 90 100 110 120 130 140
Abundance
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 26.75%

134.0

270 390 510 650 770 10 1050

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14404: Benzene, 1-methyl-2-(1-methylethyl)-
119.0 6.80 7.00 7.20 7.40
m/z 77.10 13.19%
5000
134.0
91.0
0 210 410 3o 80 70 | 1030 |
R R e L AN ER e e e e e RS A EE R RE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF123115.M Thu Jan 14 18:09:22 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 11 Naphthalene, l-ethyl- Concentration Rank 10

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

9.40 7.73 ng 1000380 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 72
4 Naphthalene. 1l-propvl- 170 C13H14 002765-18-6 53
5 1-Naphthaleneethanol 172 C12H120 000773-99-9 47

Abundance Scan 640 (9.402 min): BF084428.D (-637) (-) m/z 141.10 100.00%
1401
5000 156.1
115.1
9.00 9.20 9.40 9.60 9.80
76.0
O ety 950 1 el gy 17321880 7o 1ER 10 46.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Naphthalene, 1-ethyl-
141.0
156.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 m/z 115.10 19.36%
0 15.0 39.0 . 63\'0 . 89.0 R Y
miz--> 20 40 60 80 100 120 140 160 180
Abundance
141.0
156.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 142.10 12.88%
115.0
0 270 510 700 ggg
mz> 20 40 60 80 100 120 140 160 180
Abundance #27435: 2-Thiophenecarboxylic acid, 5-ethyl- EEa A RaEEa R
141.0 9.00 9.20 9.40 9.60 9.80
m/z 128.10 8.96%
5000 156.0
45.0 111.0
0 26\0 “ ‘ w59'0\\h77\:0w 950 “ il Ul
Trryprrrryrrrryrrrryrrrryrrrrryrrrryrrr1r1rrrr[rrrr —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF123115.M Thu Jan 14 18:09:23 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Naphthalene, 2,7-dimethyl- Concentration Rank 6

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

9.47 11.96 ng 1546310 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 646 (9.470 min): BF084428.D (-643) (-) m/z 156.10 100.00%
156.1
141.1
5000
115.1
390 630770 9.20 9.40 9.60 9.80
0...,....-,.."..,'!..-!'-,..'.1.0,1'.0..|.,. 1761 m/z 141.05 70.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27177: Naphthalene, 2,7-dimethyl-
156.0
5000
141.0 9.20 9.40 9.60 9.80
m/z 155.10 33.99%
do o 907" wguso |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.20 9.40 9.60 9.80
5000 m/z 115.05 16.32%
o1
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27167: Naphthalene, 2,6-dimethyl- L REREaEEEEE Sy
156.0 9.20 9.40 9.60 9.80
141.0 m/z 128.05 12.90%
5000
77.0 115.0
obaso 390 M0 w0 |4 M e WUN LW
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF123115.M Thu Jan 14 18:09:23 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 13 Naphthalene, 2,6-dimethyl- Concentration Rank 4

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

9.54 15.28 ng 1976850 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 652 (9.539 min): BF084428.D (-650) (-) m/z 156.10 100.00%
141.1 156.1
5000
70 115.1
63.0 77. 9.20 9.40 9.60 9.80
39.0
0...,....-,.."..,':.'.--."-,..-.1.0,1'.0..|.,.- 121 m/z 141.10 85.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27167: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
630 77.0 115.0 m/z 155.05 31.59%
50 %90 ) oeeo | bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.20 9.40 9.60 9.80
5000 m/z 115.10 19.73%
o150 390 63.0 770 41 4 10
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27179: Naphthalene, 2,3-dimethyl- e ERAm maE e
156.0 9.20 9.40 9.60 9.80
141.0 m/z 153.05 14 _40%
5000
76.0 115.0
ob 280 S0, a0 oy bl S N
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF123115.M Thu Jan 14 18:09:24 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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, (1,4-cyclohexadien... Concentration Rank 9

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

9.56 7.78 ng 1006610 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.4-cvclohexadien-1-vI)- 156 C12H12 013703-52-1 58
2 Benzene. 2.5-cvclohexadien-1-vl- 156 C12H12 004794-05-2 52
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 50
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 49
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 47

Abundance Scan 654 (9.562 min): BF084428.D (-653) (-) m/z 156.10 100.00%
156.1
5000 1411

77.1

9.20 9.40 9.60 9.80
m/z 155.10 63.10%

174.2 193.1

0!
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27209: Benzene, (1,4-cyclohexadien-1-yl)-
156.0
5000
770 910 1954 1410 9.20 9.40 9.60 9.80
51.0 m/z 145.10 46.64%
o |
Sl R PN O S N A
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
156.0

9.20 9.40 9.60 9.80
5000 m/z 141.10 45 _43Y%

141.0
770 90 1150
51.0
27.0
N L o o o o e B I LA e e e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27180: Naphthalene, 2,3-dimethyl-
156.0 9.20 9.40 9.60 9.80
141.0 m/z 77.10 37.84%
5000
51.0 76.0 1150
LN O T T 1
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF123115.M Thu Jan 14 18:09:24 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Naphthalene, 2,3-dimethyl- Concentration Rank 13

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

9.65 7.53 ng 974040 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 662 (9.653 min): BF084428.D (-661) (-) m/z 141.10 100.00%
1401
5000
115.1
51.0 76.0 1@” 9.40 9.60 9.80 10.00
ob e, 980 L Ml 17a1 2071 o "TEE 100 91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 155.10 24 .84%
157.0
...,2.7.9.‘,.5.1.(.),‘l.‘.‘l“,..‘9?,0...‘.,.“.‘..‘,‘..H“ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.40 9.60 9.80 10.00
5000 m/z 115.05 23.47%
g0 510 770 o 1150 4390
Ob T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27173: Naphthalene, 1,5-dimethyl- AR S e At e
156.0 9.40 9.60 9.80 10.00
m/z 128.00 15.35%
5000
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF123115.M Thu Jan 14 18:09:25 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Azulene, 4,6,8-trimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.30 4_.36 ng 563388 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 92
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 89
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 89
4 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 78
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 64
Abundance Scan 719 (10.305 min): BF084428.D (-714) (-) m/z 155.10 100.00%
1
5000
10.00 10.20 10.40 10.60
o m/z 170.05 79 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36205: Azulene, 4,6,8-trimethyl-
155.0170.0
5000
10.00 10.20 10.40 10.60
128.0 m/z 149.00 61.99%
o 90 80 w0 wso L | L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155.0
170.0
10.00 10.20 10.40 10.60
5000 m/z 153.10 19.65%
128.0
o w00 830 840 1020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36212: Naphthalene, 2,3,6-trimethyl- R e
170.0 10.00 10.20 10.40 10.60
m/z 152.10 16.03%
155.0
5000
oL 270 510 760910 1130230 4 ]
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF123115.M Thu Jan 14 18:09:25 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 1-Isopropenylnaphthalene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.50 7.71 ng 997854 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isopropenvinaphthalene 168 C13H12 001855-47-6 81
2 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 62
3 Benzene. I1-(2.4-cvclopentadien-... 168 C13H12 002320-32-3 53
4 Naphthalene. 2-(l1-methvlethenvl)- 168 C13H12 003710-23-4 50
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 49

Abundance Scan 736 (10.499 min): BF084428.D (-732) (-) m/z 168.05 100.00%
168.1
5000 1521
83.0 10,20 10.40 10.60 10.80
: 63.0 115.1
Ol O30 e 20007 > 1370 Ml 183 1 sz 153.10  75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34868: 1-Isopropenylnaphthalene
153.0
5000
10.20 10.40 10.60 10.80
m/z 167.10 57 .60%
390 63.0 “83‘3‘-0 105.0 126.0 l 1 ‘.o
o) S .“.. \I et .‘. SR S| S | —
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
168.0
10.20 10.40 10.60 10.80
5000 m/z 165.05 40.36%
115.0 152.0
39.0 630 830
o 15.0 98.0 137.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #34883: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl]- R B e
158.0 10.20 10.40 10.60 10.80
m/z 152.05 37.51%
5000
114.0 169.0
0:::||||||||||||||||||||||ml|l“|||”l||‘i‘||“:‘||ﬁ‘|‘|||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF123115.M Thu Jan 14 18:09:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 Dibenzothiophene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.26 3.76 ng 484829 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 93
3 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 90
4 Naphthalene. 2-ethenvl-6-methoxv- 184 C13H120 063444-51-9 80
5 1,1"-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 72

Abundance Scan 803 (11.265 min): BF084428.D (-800) (-) m/z 184.00 100.00%
184.0
5000
139.1 AN BARAN RARRA ARRE AR
92.0 11.00 11.20 11.40 11.60
Ob e 500 690 TR 1131 | 1580 | 2071 777139.05  14.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45492: Dibenzothiophene
184.0
5000
11.00 11.20 11.40 11.60
m/z 185.00 13.77%
92.0 139.0
0 TR AV S T - B I—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
184.0
11.00 11.20 11.40 11.60
5000 m/z 152.10 8.41%
139.0
92.0
. 45.0 63.0 113.0 158.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45493: Azuleno(2,1-b)thiophene
184.0 11.00 11.20 11.40 11.60
m/z 92.00 5.54%
5000
79.0 139.0
0 450 63.0 | 98.0114.0 | 1580 A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60

8270-BF123115.M Thu Jan 14 18:09:26 2016

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 19 3-Chloropropionic acid, hep... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.51 ng 266350 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 50
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 46
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 46
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 46
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 46
Abundance Scan 1030 (13.859 min): BF084428.D (-1027) (-) m/z 85.10 100.00%
57.1 .
5000 [L\~/\
120p 101 2001 s | Tl 1360 1400 1930
Ot . m/z 57.10 86.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 111.0 AR AR S AR
13.60 13.80 14.00 14.20
29.0 m/z 43.10 74.01%
o ‘M ab 139.0 1670 2100 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
80 550 1980 1400 1430
5000 m/z 55.10 69.63%

111.0

o 139.0 168.0 196.0 224.0 252.0

Wﬁmﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #148859: Trichloroacetic acid, pentadecy! ester R R R R RS ERES
13.60 13.80 14.00 14.20

83.0 m/z 83.10 52.63%

4

5000

139.0 182.0 210.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011216\
Data File : BF084428.D

Aca On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample : 64988-09

Misc :

ALS Vial : 15 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 unknownl7.77 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.77 5.03 ng 313519 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15N03 298684-60-3 27
2 Bis(2-ethvlhexvl) methvlenesucci... 354 C21H3804 002287-83-4 22
3 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO03 1000270-15-3 16
4 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 14
5 Propanoic acid, 3-mercapto-, 2-e... 218 C11H2202S 050448-95-8 14
Abundance Scan 1372 (17.768 min): BF084428.D (-1368) (-) m/z 305.10 100.00%
305.1
57.1
113.1 LN BUNRR BN U
148.0 17.40 17.60 17.80 18.00
ol .. o ]l e et Ly A8 s 57,10 65.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #120249: Furo[2,3-H]coumarine, 6-methyl-1-(4-methylphenyla...
305.0
5000 DA IR PR SN
17.40 17.60 17.80 18.00
248.0 m/z 193.00 39.05%
o 50.0 91.0 152.0  204.0 L )
m/z--> 50 160 1%0 260 250 300 350 400
Abundance
57.0
. 1740 1760 1750 1800
5000 : m/z 71.05 38.76%
ol18.0 144.0  195.0 2430 297.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #120248: Furo[2,3-H]coumarine, 6-methyl-1-(3-methylphenyla...
305.0 17.40 17.60 17.80 18.00
m/z 70.05 33.68%
5000 /\\
91.0 248.0
39.0 137.0
o “{.J..thv.w‘t*%7}9?0{0... PR W S A VD S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011216\
Data File : BF084428.D

Acq On : 13 Jan 2016 00:06

Operator : SJ/UM

Sample - G4988-09

Misc :

ALS Vial : 15 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]
unknown5.01 5.01 9.5 ng 769752 1 6.84 1621130 20.0
3-Heptanone 5.57 4.2 ng 336220 1 6.84 1621130 20.0
unknown6.61 6.61 71.3 ng 5775890 1 6.84 1621130 20.0
Benzene, cyclopro... 7.02 7.6 ng 614737 1 6.84 1621130 20.0
Indene 7.10 24.7 ng 2004580 1 6.84 1621130 20.0
Benzene, 1-methyl. .. 7.16 4.9 ng 394362 1 6.84 1621130 20.0
Naphthalene, 1-et... 9.40 7.7 ng 1000380 3 9.88 2586830 20.0
Naphthalene, 2,7-... 9.47 12.0 ng 1546310 3 9.88 2586830 20.0
Naphthalene, 2,6-... 9.54 15.3 ng 1976850 3 9.88 2586830 20.0
Benzene, (1,4-cyc... 9.56 7.8 ng 1006610 3 9.88 2586830 20.0
Naphthalene, 2,3-... 9.65 7.5 ng 974040 3 9.88 2586830 20.0
Azulene, 4,6,8-tr... 10.30 4.4 ng 563388 3 9.88 2586830 20.0
1-Isopropenylnaph... 10.50 7.7 ng 997854 3 9.88 2586830 20.0
Dibenzothiophene 11.26 3.8 ng 484829 4 11.37 2576380 20.0
3-Chloropropionic... 13.86 3.5 ng 266350 5 14.00 1515590 20.0
unknownl7.77 17.77 5.0 ng 313519 6 15.43 1247010 20.0
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