LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 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-BF112115.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 3.347 116 119 126 rVB 32786 76021 1.17% 0.116%
2 4.787 243 245 264 rBV 704670 1151409 17.78% 1.761%
3 5.244 283 285 294 rBVY 1875302 2704765 41.78% 4.138%
4 6.307 376 378 384 rBVY 1635309 1957142 30.23% 2.994%
5 6.421 386 388 391 rVV 4903255 4663615 72.03% 7.135%
6 6.650 406 408 410 rBV 1245825 1204530 18.61% 1.843%
7 6.730 413 415 418 rBV 437422 464777 7.18% 0.711%
8 6.810 419 422 424 rBV 4083230 4669314 72.12% 7.143%
9 7.004 435 439 442 rVB2 50570 92367 1.43% 0.141%
10 7.221 455 458 460 rBV 3940421 3982087 61.51% 6.092%

11 7.942 518 521 523 rBV 1185964 1590528 24.57% 2.433%
12 8.467 565 567 571 rVB 192479 191498 2.96% 0.293%
13 8.559 573 575 581 rVB 216040 266017 4_.11% 0.407%
14 8.673 584 585 589 rvB 141782 195780 3.02% 0.300%
15 8.822 595 598 602 rBv4 29647 69149 1.07% 0.106%

16 9.016 612 615 618 rvV 5539814 6474157 100.00% 9.904%
17 9.199 628 631 633 rBv 88132 116744 1.80% 0.179%
18 9.256 633 636 638 rvv2 120319 181633 2.81% 0.278%
19 9.393 646 648 649 rBvV 50952 67046 1.04% 0.103%
20 9.416 649 650 653 rvB 272198 239528 3.70% 0.366%

21 9.633 667 669 671 rBv 60218 73746 1.14% 0.113%
22 9.690 671 674 679 rVB2 1355934 2008396 31.02% 3.073%
23 9.919 693 694 699 rvB4 68626 150425 2.32% 0.230%
24 10.136 708 713 714 rBV2 81174 161319 2.49% 0.247%
25 10.308 726 728 731 rBV3 35289 94365 1.46% 0.144%

26 10.479 739 743 745 rBV2 3149274 4413029 68.16% 6.751%
27 10.616 753 755 757 rBV 723031 762012 11.77% 1.166%
28 10.673 757 760 761 rvV 1338872 1508681 23.30% 2.308%
29 10.708 761 763 764 rVV 1629233 1905873 29.44% 2.916%
30 10.742 764 766 769 rvv3 1194683 2582755 39.89% 3.951%

31 10.799 769 771 774 rvv2 789019 1743932 26.94% 2.668%
32 10.845 774 775 777 rVV2 1649210 1869437 28.88% 2.860%
33 10.890 777 779 781 rvVV 1315269 2104272 32.50% 3.219%
34 10.925 781 782 784 rVB 1313775 1067355 16.49% 1.633%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.039 790 792 796 rVB3 170747 246344 3.81% 0.377%

36 11.165 801 803 805 rBvV 1708117 1723393 26.62% 2.637%
37 11.382 821 822 826 rVB 378635 429608 6.64% 0.657%
38 11.473 829 830 832 rVvB 100576 87379 1.35% 0.134%
39 11.713 849 851 856 rBvV 760220 763024 11.79%% 1.167%
40 12.399 909 911 915 rVB4 56963 120415 1.86% 0.184%

41 12.491 917 919 921 rBV2 488448 654895 10.12% 1.002%
42 12.536 921 923 925 rVvV 302180 379370 5.86% 0.580%
43 12.582 925 927 930 rVB 113709 122618 1.89% 0.188%
44 12.639 930 932 939 rvB2 70384 140942 2.18% 0.216%
45 12.753 939 942 944 rBV 5025747 6426713 99.27% 9.832%

46 13.291 987 989 990 rBV 81845 87704 1.35% 0.134%
47 13.531 1008 1010 1018 rVB2 133899 188191 2.91% 0.288%
48 13.656 1018 1021 1027 rVB 271504 331964 5.13% 0.508%
49 13.782 1030 1032 1035 rBV 1514428 1536580 23.73% 2.351%
50 14.411 1085 1087 1091 rBV2 45200 93577 1.45% 0.143%

51 15.154 1149 1152 1155 rBV 870257 1230249 19.00% 1.882%

Sum of corrected areas: 65366670
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF083166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

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

4.79 19.12 ng 1151410 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 245 (4.787 min): BF083166.D (-243) (-) m/z 43.05 100.00%

43.0
59.1
5000

101.1 I i e s e
| 69.0 83.1 | 440 4.60 4.80 5.00 520
o) SEESEEEESEMSSSRTE  PSMISSCDY | PRS- NI NS WM m/z 59.10 53.24Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
59.0 4.40 4.60 4.80 5.00 5.20

m/z 101.10 15.14%

15.0 101.0
31.0
0 ‘ 1| Iy 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
_rl_l_l_l—l_l_l_l_l'

440 4.60 4.80 5.00 5.20
5000 m/z 58.10 13.63%

410 101.0
o 15.0 310 77 500 69.0  83.0
L e o o A e s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- T
59.0

440 460 4.80 5.00 5.20
m/z 41.10 9.28%
5000
41.0
29.0 101.0
0 o 1ll.s00 ] 730 86.0 | e ey
SN N L 01 RN "o -1 S E
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.42 Concentration Rank 2

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

6.42 77.43 ng 4663620 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 388 (6.421 min): BF083166.D (-386) (-) m/z 132.10 100.00%
13R.1
68.1
5000
96.1 RS NAERE RRERE SRS N
40.1 : ‘| g5.0 | 115.0 6.00 620 6.40 6.60 6.80
o R/ OO A1 O -1 B T2 R | N m/z 68.10 54.34%
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 RS R L AR

6.00 6.20 6.40 6.60 6.80
m/z 66.10 33.56%

31.0 51.0
! I PO /Y NOUDY NS ) A | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
SN N A NS
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.10 33.18%
150 280 39.0 520 830 770 o000 1040 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132.0 6.00 6.20 6.40 6.60 6.80

m/z 69.10 21.27%

5000

33.0 44.0 00 105.0
| se0, 70 80 | | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, l-methyl-4-(1-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

673 7.72n9 464777  1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1l-methvl-4-(l1-methvleth... 134 C10H14 000099-87-6 97
2 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 96
3 Benzene. 1-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 96

4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
Abundance Scan 415 (6.730 min): BF083166.D (-413) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1 IIIIIIIIIIIIIIIIIIIIII
391 g1 651 771 103.1 6.40 6.60 6.80 7.00
o) S D N R P PSRN BN W m/z 91.10 27.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14399: Benzene, 1-methyl-4-(1-methylethyl)-
119.0
5000 LI L L L L L L L L BN BB |
91.0 6.40 6.60 6.80 7.00
650 77.0 134.0 m/z 134.10 24 _44%
39.0 51.0 O : 103.0
..,%.5]9,.?31?....‘,‘....i‘...a,.‘.‘..,...l‘,....‘,:‘...,.‘l‘..,..a‘.l....,..‘..,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
S L G N —
6.40 6.60 6.80 7.00
5000 010 m/z 117.10 14.73%
134.0
150 27.0 39.0 519 650 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14400: Benzene, 1-methyl-3-(1-methylethyl)- e
119.0 6.40 6.60 6.80 7.00
m/z 120.10 9.80%
5000
91.0
134.0
39.0 510 650 77.0 103.0
..,%.5'.(.),.?31?....‘,‘....i‘...a,.‘.‘..,...l‘,....‘,l‘...,.‘l‘..,..‘a‘.l....,..‘..,.. e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenemethanol, 4-(1-methy... Concentration Rank 18

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

8.56 3.35 ng 266017 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. 4-(1-methvlethvl)- 150 C10H140 000536-60-7 93
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 60
3 2-Methvladamantane 150 C11H18 000700-56-1 53
4 4-Hvdroxv-2-methvlacetophenone 150 C9H1002 000875-59-2 50
5 4-Hydroxy-3-methylacetophenone 150 C9H1002 000876-02-8 45

Abundance Scan 575 (8.559 min): BF083166.D (-573) (-) m/z 135.10 100.00%
135.1
109.1
5000 150.2 J\l\/\
1862 | g5 ok sko sho
o} m/z 109.10 80.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22733: Benzenemethanol, 4-(1-methylethyl)-
135.0
5000 79.0 105.0 150.0 AR R A R
119.0 8.20 8.40 8.60 8.80
270 410 m/z 79.05 69.45%
s |
0 "|""|'""‘l"""l""i‘l"' ! \Iml |||l‘|||| l‘:n I\I“ ”\I‘I - ||l||||||||||||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
135.0
820 840 8.60 880
5000 m/z 105.10 66 .35%
107.0
150.0
41.0
oL 14.0 27.0 630 /70 910 120.0
A L ALLEN KRR LR RARLN AL AR AR RARAN LA LAY LA AR R LALAN LA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #22866: 2-Methyladamantane A AL EASRESaE=am
79.0 135.0 8.20 8.40 8.60 8.80
m/z 91.10 51.28%
93.0 150.0
5000 41.0 " 107.0
55.0
‘ ‘ ‘ ‘ 120.0
OHPHWHML”“.“M‘ Ul ”.L”lh.”ﬂU”J””.Jq”mﬂ”wnnpu SESIA e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.20 8.40 8.60 8.80

8270-BF112115.M Tue Nov 24 10:19:44 2015 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclopropanecarboxylic acid... Concentration Rank 20

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

8.67 2.46 ng 195780 Naphthalene-d8 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid.butv... 142 C8H1402 054947-39-6 59
2 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 50
3 1.2-Hexanediol 118 C6H1402 006920-22-5 38
4 Cvclopropanecarboxvlic acid.isob... 142 C8H1402 064969-79-5 38
5 3-Butyn-2-ol, 2-methyl- 84 C5H80 000115-19-5 9

Abundance Scan 585 (8.673 min): BF083166.D (-584) (-) m/z 69.10 100.00%
69.1
5000 _AJ\~V~_\¢__~[\\_ﬁ_,v,J\~_~
41.1
871 1031 840 8.60 880 9.00
Obrrrrrererrrerebl B b1 1231137 1541 S e 3 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19010: Cyclopropanecarboxylic acid,butyl ester
69.0
41.0
87.0
5000 L I R R
56.0 8.40 8.60 8.80 9.00
m/z 39.10 22 .49%
|

o

St T R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69.0

840 8.60 8.80 9.00

m/z 87.10 16.02%
5000 41.0
86.0
55.0 99.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8541: 1,2-Hexanediol
69.0 8.40 8.60 8.80 9.00

m/z 43.10 15.67%

- T T MWWV

29.0 57.
15.0 Ll | \‘\‘ ‘? | | 101.0 117.0

- e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l0.62 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.62 8.84 ng 762012 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9H9ONO2 006422-12-4 49
2 Acetamide. N-(2.5-dimethviphenvl)- 163 C10H13NO 002050-44-4 49
3 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 47
4 p-Sec-butvilphenvl acetate 192 C12H1602 003245-24-7 43
5 N-Allyl-p-hydroxybenzamide 177 C10H11NO2 090921-72-5 38
Abundance Scan 755 (10.616 min): BF083166.D (-753) (-) m/z 121.10 100.00%
121.1
5000
163.1
41|'1 77.1 00 2202 10.40 10.60 10.80 11.00
Obrrrprrrd bbb bbb o e e prrerprreprrepraage || m/z 107.10 50.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #31429: 2-Acetamidotropone
121.0
5000
163.0 10.40 10.60 10.80 11.00
43.0 93.0 m/z 163.10 25.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0
10.40 10.60 10.80 11.00
5000 163.0 m/z 41.10 13.48%
43.0 770
0l15.0
mﬁmﬁmmmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130669: 1,2-Bis(p-acetoxyphenyl)ethanedione A B e
121.0 10.40 10.60 10.80 11.00
m/z 177.15 9.43%
5000
163.0
14.0 39,0 650 930 | 210.0 242.0 2840  326.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentanoic acid, 5-hydroxy-,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.67 17.51 ng 1508680 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 78
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 78
4 1-n-Hexvladamantane 220 C16H28 022458-75-9 64
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
Abundance Scan 760 (10.673 min): BF083166.D (-757) (-) m/z 135.10 100.00%
135.1
5000
107.1 T T T T T T
41.1 771 10.40 10.60 10.80 11.00
O e e bbby o 6L 11811200.12202 007 90 14, 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester
135.0
5000
10.40 10.60 10.80 11.00
m/z 136.10 9.56%
41.0 107.0
0 ., 170 | | | 1770 219.0  250.0
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 41.10 6.75%
oL 200 57.0 77 1070 175.0 mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22730: Phenol, 2-methyl-5-(1-methylethyl)- L R,
135.0 10.40 10.60 10.80 11.00
m/z 121.10 5.41%
5000
m0 oo, | o
oL .‘...‘..‘.‘. ””\ S | e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, m-tert-butyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.71 22.12 ng 1905870 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
2 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 50
3 Hexestrol 270 C18H2202 005635-50-7 47
4 Phenol. 4.4"-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 47
5 Silane, ethyldimethylphenyl- 164 C10H16Si 017873-23-3 38

Abundance Scan 763 (10.708 min): BF083166.D (-761) (-) m/z 135.10 100.00%
135.1
107.1
5000
4177 1952 '16'4% 10.60 10.80 11.00 |
220.2 : : : .
R N A O ,...1.‘??..1.,..|=. b e o8 Tm/z 107.10  66.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #22636: Phenol, m-tert-butyl-
135.0
5000
107.0 10.40 10.60 10.80 11.00
41.0 ‘ m/z 149.10 61.41%
' 77.0
0%99”"”“H”M”L'”'“"”W””P”W””””'”'““P”W””P”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135.0
10.40 10.60 10.80 11.00
5000 107.0 m/z 121.10 41.36%
164.0
S50 410 770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100744: Hexestrol
135.0 10.40 10.60 10.80 11.00
m/z 191.20 18.98%
107.0
5000
L Ao o | 1650 2100
m/z--> 2'0 40 6|O 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 10,40 10.60 10.80 11.00

8270-BF112115.M Tue Nov 24 10:19:46 2015

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.74 29.97 ng 2582760 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 53
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 53
3 Hexestrol 270 C18H2202 005635-50-7 50
4 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 50
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 50
Abundance Scan 766 (10.742 min): BF083166.D (-764) (-) m/z 135.10 100.00%
136.1
5000 107.1
a1 o1 1912 202 1040 10166 1080 1100
Ol e b b e || M7z 121.10 42 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
10.40 10.60 10.80 11.00
o 164.0 m/z 107.10 37 .40%
150 40 T
m/z--> 20 40 60 80 160 150 150 160 180 200 220 240 260
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 149.10 32.75%
107.0
41.0 70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135.0 10.40 10.60 10.80 11.00
m/z 41.10 11.40%
5000 107.0
o 4.0 770 | 1650 2120 2410 2700
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexestrol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.80 20.24 ng 1743930 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
2 Hexestrol 270 C18H2202 005635-50-7 64
3 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 64
4 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 59
5 Benzoic acid, 4-(bromomethyl)- 214 C8H7Bro02 006232-88-8 50
Abundance Scan 771 (10.799 min): BF083166.D (-769) (-) m/z 135.10 100.00%
136.1
5000
411 107.1 T ﬁ*"l AU PN
771 163.1 10.40 10.60 10.80 11.00 11.20
Ol e b e e 2202 m/z 107.10 22.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31857: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 10.40 10.60 10.80 11.00 11.20
' 1640 m/z 41.10 11.49%
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.40 10.60 10.80 11.00 11.20
5000 1070 m/z 136.10 10.17%
o A0 770 165.0 212.0 241.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100777: Phenol, 4,4-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135.0 10.40 10.60 10.80 11.00 11.20
107.0 m/z 121.10 6.63%
5000
77.0
0 55.0 " C 165018902120 240.0 270.0
m/z--> 20 40 6|0 80 100 12'0 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00 11.20

8270-BF112115.M Tue Nov 24 10:19:48 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.84 21.69 ng 1869440 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethv... 178 C1l3H22 1000163-88-0 64
2 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 64
1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 64
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 43
5 Benzoic acid, 4-(2,4-dichlorophe... 310 C15H12CI1203 1000294-38-1 43
Abundance Scan 775 (10.845 min): BF083166.D (-774) (-) m/z 149.10 100.00%
107.1 149.1
5000
55.1 177.2 AR AR SRR SUNSE BUR
77.1 10.60 10.80 11.00 11.20
o3 L e ] 0312202 a6 g,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41341: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149.0
5000
107.0 10.60 10.80 11.00 11.20
178.0 m/z 121.10 43.28%
23.0 57.0 790\\ 1280 ‘ ‘\
m/z--> 20 40 60 80 100 150 140 160 180 200 220
Abundance
149.0
10.60 10.80 11.00 11.20
5000 m/z 55.10 16.95%
107.0
132.0
m/z--> ﬁo 40 eb 85 100 120 140 160 180 200 220
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one LA man s S
107.0 10.60 10.80 11.00 11.20
m/z 177.20 15.02%
5000
43.0
149.0
0'”I'”'“”'§%QZi?”'IJ'W"MI'L' NS Y AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF112115.M Tue Nov 24 10:19:48 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 24 .42 ng 2104270 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
3 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
4 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 56
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 50
Abundance Scan 779 (10.890 min): BF083166.D (-777) (-) m/z 135.10 100.00%
135.1
5000
A A
107.1 5180 1080 1100 1150
41.1 77.1 . . . .
0 ...,....,'-....,....-,..-.-.,.|...,...- DLl 20012202 0 Tqzz 107.10 16.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.60 10.80 11.00 11.20
410 1070 m/z 136.10 9.87%
o180 [ | 770 | 1630 206.0
m/z--> 25 40 60 85 100 150 150 160 180 200 220 240
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.10 6.16%
41.0 107.0
0 77.0 177.0 219.0  250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)- L B B
135.0 10.60 10.80 11.00 11.20
m/z 95.10 4_.03%
5000 107.0
41.0 77.0 164.0
0'”I”'w'“'P“”I”hW'“'P'”I”“Wl”'"“ SRS SRR SRR SRR SN SUNRE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20

8270-BF112115.M Tue Nov 24 10:19:49 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 unknownll.04 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.04 2.86 ng 246344 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 p-Propionotoluidide

2 Urea. 1-

(2-methvilphenv)-3-propvl-
3 3-(p-HvdroxvphenvIl)-1-propanol

163 C10H13NO
192 C11H16N20
152 C9H1202

002759-55-9 38
013143-12-9 38
010210-17-0 35

4 Phenol. 2-ethvl- 122 C8H100 000090-00-6 30
5 Phenol, 4-pentyl- 164 C11H160 014938-35-3 30
Abundance Scan 792 (11.039 min): BF083166.D (-790) (-) m/z 107.10 100.00%
107.1
5000 163.1
411 133.1
|| 77.0 | I ‘ |1921 9359 264.2 10.80 11.00 11.20 11.40
0...,....,.'...,.'.--..-'I AV VT NP S N A D s m/z 121.10 47.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31148: p-Propionotoluidide
107.0
5000
163.0 10.80 11.00 11.20 11.40
m/z 163.10 37.99%
oL 290 510 770 1340 |
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
107.0
10.80 11.00 11.20 11.40
5000 m/z 151.10 29.17%
43.0 77.0 192.0
o 133.0  165.0
T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24845: 3-(p-Hydroxypheny!l)-1-propanol R B e
107.0 10.80 11.00 11.20 11.40
m/z 179.20 26.49%
5000
152.0
77.0
o150 30 | 1320 |
R A o B e RAARE R RS B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40

8270-BF112115.M Tue Nov 24 10:19:50 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.38 4.99 ng 429608 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(4-methoxvphenv... 194 C11H1403 036881-00-2 72
2 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 56
3 4-Ethoxv-2-(methvlamino)tropone 179 C10H13NO2 1000241-45-1 47
4 lIsoxazole. 3.4-dimethvl-5-(2-thi... 179 C9H9NOS 056421-65-9 43
5 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H220 063335-66-0 38
Abundance Scan 822 (11.382 min): BF083166.D (-821) (-) m/z 179.10 100.00%
179.1
5000 135.1
5l tor1 11.00 11.20 11.40 11.60 11.80
0 ...,....,|'.'...|,....,..'.'.,-.l.-.ﬂ...-:,.’r‘?“?,o.'... L2n2 202 1 Tn/z 135.10  47.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51653: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0
135.0
5000 ABRAUNABAANARAL RN
11.00 11.20 11.40 11.60 11.80
43.0 m/z 107.10 18.18%
- 87.0
0150\ ‘ 640\ ‘\1070 Al \ | |
m/z--> 20 40 60 80 100 150 110 160 180 200 220 240 260
Abundance
179.0
135.0 11.00 11.20 11.40 11.60 11.80
5000 m/z 57.10 14 .85%
107.0
JLiso #0770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41821: 4-Ethoxy-2-(methylamino)tropone R B B BT
179.0 11.00 11.20 11.40 11.60 11.80
m/z 165.10 12.81%
5000
122.0
94 0 150 0
15.0 390 650 \ Ll ‘\ I \
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60 11.80

8270-BF112115.M Tue Nov 24 10:19:51 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.71 8.85 ng 763024 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 851 (11.713 min): BF083166.D (-849) (-) m/z 43.10 100.00%
431 731
5000 ,,AJﬁxJk_v_,JAg&._vﬂ__\,ﬂk
129.1
97.1 UL AL SRR UL U
157.1 1g5p 2132 256.3 11.40 1160 11.80 12.00
Obrrr e m/z 73.10 97.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 730
5000 UL AL B BN SRR
nmumumnm
129.0 m/z 60.10 86.63%
256.0
0 “ il ‘ MH\ o 157.0 1850 2130
m/z--> "éblllxd" gd' éo 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
11.40 11.60 11.80 12.00
5000 m/z 57.10 78.56%
129.0 242.0
97.0 199.0
o 149.0 171.0 223 0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #46615: Undecanoic acid R T
60.0 11.40 11.60 11.80 12.00
m/z 41.10 70.05%
5000
29.0 85.0 129.0
186.0
0 ,,,II\,\,,I\,‘”H,\ | . W” 4070, “ \”1;‘3,7?”, N e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00

8270-BF112115.M Tue Nov 24 10:19:51 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.49 8.52 ng 654895 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 919 (12.491 min): BF083166.D (-917) (-) m/z 43.10 100.00%

431

73.1

5000

%

12.20 12.40 12.60 12.80
m/z 73.10 75.96%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid

43.0 730

-

5000
12.20 12.40 12.60 12.80
m/z 57.10 71.99%
obzd
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
R R R e e S
12.20 12.40 12.60 12.80
5000 256.0 m/z 60.10 71.51%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80
43.0 m/z 41.10 60.78%
5000 129.0

:

15.0
R RAEEEEREE s m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.54 4.94 ng 379370 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 70
2 Benzenamine. N.N-dimethvl-4-(2-p... 223 C16H17N 000838-95-9 38
3 1.3-Benzodioxole-5-carboxvlic ac... 223 C10H9NO5 099185-29-2 38
4 9-Acridinecarboxvlic acid 223 C14H9NO2 005336-90-3 35
5 Imidazolidine, 1,3-diphenyl-2-pr... 266 C18H22N2 055320-82-6 32
Abundance Scan 923 (12.536 min): BF083166.D (-921) (-) m/z 223.15 100.00%

228.2
135.1
5000
45.1 I | W
771 107.1 1611 200.1 264.2 12.20 12.40 12.60 12.80

o

et b e et e oo M/z 135.10  61.23%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114288: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—'_

5000
12.20 12.40 12.60 12.80
m/z 45.10 26.94%

45.0 770 107.0
o J o G| .. | 156.0177.0199.0 294.0
B e L S R RIS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0

12. 20 12. 40 12. 60 12.80

5000 m/z 224.20 13.95%
178.0
0 42.0 63.0 89.0 111.0 152.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71398: 1,3-Benzodioxole-5-carboxylic acid, 6-acetamino- I  EEAS e

223.0 12.20 12.40 12.60 12.80
m/z 57.10 11.40%

163.0
5000
430 770 1050 130 | Loo )

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112215\
Data File : BF083166.D

Aca On : 22 Nov 2015 18:44

Operator : UM/I1Z

Sample : G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF112115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptafluorobutanoic acid, h... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.66 4.32 ng 331964 Chrysene-di12 13.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 93
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 1021 (13.656 min): BF083166.D (-1018) (-) m/z 57.10 100.00%

1 831

5000

:

13.40 13.60 13.80 14.00
m/z 43.10 96.63%

139.1 168.2

209.1 235.1 285.2

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

%

5000 R DR DR PN B
13.40 13.60 13.80 14.00
m/z 55.10 96.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 R DR DR PN DA
13.40 13.60 13.80 14.00
5000 m/z 83.10 91.16%
111.0

o 139.0 182.0 210.0

Wmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester e A REEE e e e S
13.40 13.60 13.80 14.00

m/z 69.10 83.36%

.

69.0

5000

125.0

:

153.0 196.0 224.0

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112215\
Data File : BF083166.D

Acq On : 22 Nov 2015 18:44

Operator : UM/1Z

Sample - G4455-04

Misc :

ALS Vial : 54 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF112115.M
Quant Title : 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... 4.79 19.1 ng 1151410 1 6.65 1204530 20.0
unknown6 .42 6.42 77.4 ng 4663620 1 6.65 1204530 20.0
Benzene, 1-methyl. .. 6.73 7.7 ng 464777 1 6.65 1204530 20.0
Benzenemethanol, ... 8.56 3.4 ng 266017 2 7.94 1590530 20.0
Cyclopropanecarbo. . . 8.67 2.5 ng 195780 2 7.94 1590530 20.0
unknown10.62 10.62 8.8 ng 762012 4 11.16 1723390 20.0
Pentanoic acid, 5... 10.67 17.5 ng 1508680 4 11.16 1723390 20.0
Phenol, m-tert-bu... 10.71 22.1 ng 1905870 4 11.16 1723390 20.0
Phenol, 4-(1,1-di... 10.74 30.0 ng 2582760 4 11.16 1723390 20.0
Hexestrol 10.80 20.2 ng 1743930 4 11.16 1723390 20.0
1,3-Cyclopentadie... 10.84 21.7 ng 1869440 4 11.16 1723390 20.0
Phenol, 4-(1,1,3,... 10.89 24 .4 ng 2104270 4 11.16 1723390 20.0
unknownll.04 11.04 2.9 ng 246344 4 11.16 1723390 20.0
1,3-Dioxolane, 2-_... 11.38 5.0 ng 429608 4 11.16 1723390 20.0
n-Hexadecanoic acid 11.71 8.8 ng 763024 4 11.16 1723390 20.0
Octadecanoic acid 12.49 8.5 ng 654895 5 13.78 1536580 20.0
Ethanol, 2-[2-[4-... 12.54 4.9 ng 379370 5 13.78 1536580 20.0
Heptafluorobutano... 13.66 4.3 ng 331964 5 13.78 1536580 20.0
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