LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample : 6G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.285 11 13 23 rvB2 50460 107601 2.45% 0.117%
2 2.422 23 25 39 rvB 53144 112568 2.56% 0.122%
3 3.097 81 84 88 rBv 33309 84626 1.93% 0.092%
4 3.154 88 89 107 rVB 60932 184091 4_.19% 0.200%
5 4.960 245 247 248 rBV 34971 47894 1.09% 0.052%
6 4.994 248 250 253 rVV 344617 449679 10.24% 0.489%
7 5.428 286 288 290 rBV 531975 726103 16.53% 0.789%
8 6.377 369 371 374 rBV 509370 521884 11.88% 0.567%
9 6.469 377 379 386 rVV3 544241 1059167 24.12% 1.151%
10 6.571 386 388 389 rBV 614455 566790 12.91% 0.616%

11 6.606 389 391 394 rvB2 1126217 2028173 46.18% 2.203%
12 6.766 403 405 408 rBvV 667275 744000 16.94% 0.808%
13 6.846 408 412 415 rVVv2 760446 1092441 24.87% 1.187%
14 6.983 422 424 428 rBV2 1475835 2638640 60.08% 2.867%
15 7.097 432 434 438 rVV2 659839 1281787 29.19% 1.393%

16 7.246 444 447 450 rBV 1432197 1871193 42.61% 2.033%
17 7.349 453 456 458 rVB 445492 572125 13.03% 0.622%
18 7.406 458 461 465 rBv2 1131283 1820988 41.46% 1.978%
19 7.520 469 471 473 rVWV 83432 94508 2.15% 0.103%
20 7.657 480 483 486 rBvV 715527 899867 20.49% 0.978%

21 7.737 488 490 492 rBvV 523477 487939 11.11% 0.530%
22 7.783 492 494 496 rVvVv 775694 802114 18.26% 0.871%
23 7.874 497 502 505 rvv 731291 805803 18.35% 0.875%
24 7.977 509 511 514 rvv 520248 720885 16.41% 0.783%
25 8.057 516 518 521 rvVv 729284 847134 19.29%% 0.920%

26 8.137 521 525 528 rvv2 815771 1623918 36.98% 1.764%
27 8.194 528 530 533 rvv 391678 449377 10.23% 0.488%
28 8.252 533 535 537 rvv 711450 781047 17.78% 0.849%
29 8.572 561 563 564 rBvV 51130 53638 1.22% 0.058%
30 8.675 570 572 575 rBV 648386 671011 15.28% 0.729%

31 8.789 579 582 584 rvVv 400960 392290 8.93% 0.426%
32 8.835 584 586 588 rVvV 1496454 1317356 30.00% 1.431%
33 8.892 588 591 592 rvv 95277 94124 2.14% 0.102%
34 8.937 592 595 597 rvv 1163521 1347385 30.68% 1.464%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample : 6G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.983 597 599 603 rvB2 1056183 1847754 42.07% 2.007%

36 9.120 608 611 612 rBV 605544 847368 19.29% 0.921%
37 9.155 612 614 616 rvv2 837837 947561 21.58% 1.029%
38 9.200 616 618 620 rvVv 2498277 2376797 54.12% 2.582%
39 9.303 624 627 631 rBv2 1608078 2698693 61.45% 2.932%
40 9.429 635 638 646 rvB 646637 655727 14.93% 0.712%

41 9.577 649 651 652 rBvV 436477 505125 11.50% 0.549%
42 9.612 652 654 655 rvv 922227 1043541 23.76% 1.134%
43 9.669 655 659 662 rvv2 736542 1166618 26.56% 1.267%
44 9.738 662 665 668 rvv 1267515 1625923 37.02% 1.766%
45 9.840 672 674 676 rBvV 331141 360855 8.22% 0.392%

46 9.875 676 677 679 rvV 527381 653735 14.89% 0.710%
47 9.909 679 680 682 rvv 1338299 1356229 30.88% 1.473%
48 9.955 682 684 687 rvVv 513509 634613 14.45% 0.689%
49 10.035 687 691 693 rvv2 331100 664141 15.12% 0.722%
50 10.080 693 695 698 rvv 1400893 1838059 41.85% 1.997%

51 10.160 700 702 704 rvVv 851412 757697 17.25% 0.823%
52 10.206 704 706 708 rvv 836531 804141 18.31% 0.874%
53 10.309 712 715 716 rBV 926098 1143593 26.04% 1.242%
54 10.332 716 717 722 rVB 49758 47137 1.07% 0.051%
55 10.423 722 725 727 rBV 2017963 2415069 54.99% 2.624%

56 10.480 727 730 733 rvv2 519349 904826 20.60% 0.983%
57 10.538 733 735 737 rVvV 831666 1076647 24.51% 1.170%
58 10.583 737 739 741 rVV 1073154 1070961 24.38% 1.163%
59 10.675 744 747 749 rBV 1189407 1448700 32.99% 1.574%
60 10.835 759 761 763 rBV 69991 66624 1.52% 0.072%

61 10.915 766 768 770 rvv2 630097 883996 20.13% 0.960%
62 10.972 770 773 775 rVB 1134443 1016323 23.14% 1.104%
63 11.075 779 782 784 rVB 1025056 1072450 24.42% 1.165%
64 11.166 788 790 793 rBV 981896 1167560 26.58% 1.268%
65 11.395 805 810 812 rBV2 1276762 2245703 51.13% 2.440%

66 11.441 812 814 817 rVB 1593051 1524337 34.71% 1.656%
67 11.601 826 828 836 rBV 1402801 1411760 32.14% 1.534%
68 11.898 851 854 855 rBvV 35054 59545 1.36% 0.065%
69 11.932 855 857 858 rvv 1201789 1384151 31.52% 1.504%
70 11.955 858 859 861 rvB 195852 141952 3.23% 0.154%

71 12.584 911 914 916 rBV 1208393 1693132 38.55% 1.839%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample : G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 12.709 923 925 931 rBV 301090 431473 9.82% 0.469%
73 12.812 931 934 936 rVV 1426391 1813019 41.28% 1.970%
74 12.949 944 946 949 rBvV 2255127 2486654 56.62% 2.701%
75 13.121 959 961 964 rBvV 43120 55951 1.27% 0.061%

76 13.429 985 988 990 rBV 1406362 1383700 31.51% 1.503%
77 13.486 991 993 996 rVB 1659633 1466328 33.39% 1.593%
78 13.784 1016 1019 1020 rBV 48240 58354 1.33% 0.063%
79 13.806 1020 1021 1023 rVB 118000 101237 2.31% 0.110%
80 14.001 1032 1038 1040 rBV4 1669822 4391888 100.00% 4.771%

81 14.035 1040 1041 1043 rVB 1649369 1268785 28.89%% 1.378%
82 14.207 1054 1056 1059 rVB 107063 114754 2.61% 0.125%
83 14.515 1081 1083 1085 rVB 100451 88537 2.02% 0.096%
84 14.595 1088 1090 1093 rBV 1501268 1395580 31.78% 1.516%
85 15.029 1125 1128 1129 rBV 1087717 1383095 31.49% 1.503%

86 15.064 1129 1131 1133 rVB 1001803 1296873 29.53% 1.409%
87 15.384 1156 1159 1162 rBV 1002070 1287066 29.31% 1.398%
88 15.441 1162 1164 1172 rVB 397508 510596 11.63% 0.555%
89 16.870 1283 1289 1305 rBV2 956702 2401357 54.68% 2.609%
90 17.281 1320 1325 1343 rVB 554425 1256590 28.61% 1.365%

Sum of corrected areas: 92049026
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample = G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance :
undance TIC: BF082238.D
2000000
1500000 6.98 725
6.61 7.41
1000000
6.85
£6.77 ||7.10
5.43 6
; 7.
500000 4.99
2.29.42 33.45 4 -NB;G 8.5
o — N e A R S UL IR S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance :
undance TIC: BF082238.D
9|20
12.95
10.42
2000000
9.30 11.44 13.49 1R ko
1500000, 83 11.60 12.81 13.43 '
10.67 1 g7 1Lp9 11.93 12.58
10.58 . g 150
17
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Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance :
undance TIC: BF082238.D
2000000
1500000
15.38
1000000 16.87
17.28
500000 44
O R e e B e L e e L A A T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample = G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1

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

4.99 8.23 ng 449679 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 250 (4.994 min): BF082238.D (-248) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 4.60 4.80 5.00 5.20 5.40
83.1 : : : : :
0..,....,....,....','.-:.?,1'.0.'!.,...6.9',0....,.-...,...:,|....,. m/z 59.10 59.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL RN R R
59.0 460 480 500 520 540
m/z 101.10 17.54%
31.0 ‘ 83.0 g3 1010
O o . T e e o T
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.55%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
5000
410 101.0
o150 30 T 10 | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 4.60 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101315\
Data File : BF082238.D

Aca On : 13 Oct 2015 2:28

Operator : UM/I1Z

Sample = G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Hexanedioic acid, bis(2-eth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.49 6.68 ng 1466330 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 90
2 Diisooctvl adipate 370 C22H4204 001330-86-5 83
3 Adipic acid. di(oct-4-vl ester) 370 C22H4204 1000160-80-1 53
4 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 50
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 46
Abundance Scan 993 (13.486 min): BF082238.D (-991) (-) m/z 129.10 100.00%
129.1
57.1
5000
101 13.20 13.40 13.60 13.80
241.2
) - :“, -. ‘ I, Ly peor 2w2edle . m/z 57.10 55.12%
m/z--> 0 50 100 150 200 250 300 350
Abundance #148382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000
13.20 13.40 13.60 13.80
29%‘ m/z 55.10 36.73%
ool L 199 | dsro sn0 21920 o
m/z--> 0 50 100 150 200 250 300 350
Abundance
129.0
57.0 13.20 13.40 13.60 13.80
5000 m/z 70.10 33.62%
29.0
241.0
o 1000 4570 2120 272.0 3130  370.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #148374: AdeIC acid, di(OCt-4-y| ester) LA L L L L L L
129.0 13.20 13.40 13.60 13.80
m/z 71.10 33.03%
5000
55.0
ol 270 L840, | | 172.0 209.0 2410 2840 355.0
m/z--> 0 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101315\
Data File : BF082238.D

Acq On : 13 Oct 2015 2:28

Operator : UM/1Z

Sample - G3990-13MS

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.99 8.2 ng 449679 1 6.83 1092440 20.0
Hexanedioic acid, ... 13.49 6.7 ng 1466330 5 14.01 4391890 20.0
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