LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 2.167 5 7 22 rVB2 116145 302249 3.46% 0.283%
2 3.756 143 146 151 rBvV 335928 590414 6.77% 0.554%
3 3.870 153 156 158 rvv 96763 132106 1.51% 0.124%
4 3.916 158 160 165 rvB 72208 105199 1.21% 0.099%
5 5.082 260 262 267 rVvV 774234 1026413 11.76% 0.962%
6 5.162 267 269 272 rVB 523167 489599 5.61% 0.459%
7 5.504 296 299 301 rVB 4078756 4511928 51.71% 4_.230%
8 6.247 362 364 367 rVB 91737 96821 1.11% 0.091%
9 6.522 386 388 391 rVB 2070216 2734558 31.34% 2.564%
10 6.659 398 400 402 rVV 6625027 6631294 75.99% 6.217%

11 6.739 404 407 412 rVB 137218 214317 2.46% 0.201%
12 6.819 412 414 418 rBV3 67061 153536 1.76% 0.144%
13 6.887 418 420 424 rBV 2101464 1965072 22.52% 1.842%
14 6.956 424 426 428 rBV2 144679 152088 1.74% 0.143%

15 7.002 428 430 432 rBV2 48615 99709 1.14% 0.093%
16 7.047 432 434 436 rVB 7297670 6569810 75.29% 6.159%
17 7.230 447 450 452 rBV3 56986 93608 1.07% 0.088%
18 7.459 462 470 472 rBV 5681490 6407322 73.43% 6.007%
19 7.710 490 492 493 rBV2 48334 90618 1.04% 0.085%

20 7.813 497 501 502 rBV 5215518 8599758 98.55% 8.063%

21 7.836 502 503 508 rvB 6829580 5571231 63.84% 5.223%
22 7.928 508 511 513 rBV 2180747 2554462 29.27% 2.395%
23 8.042 518 521 522 rBV2 49823 95081 1.09% 0.089%
24 8.088 522 525 528 rvv2 84163 161680 1.85% 0.152%
25 8.179 528 533 535 rvB 2519595 2533914 29.04% 2.376%

26 8.293 541 543 545 rBV2 98761 141325 1.62% 0.132%
27 8.350 545 548 552 rvv5 100242 269685 3.09% 0.253%
28 8.419 552 554 556 rvv2 195183 264890 3.04% 0.248%
29 8.499 559 561 563 rBvV 192425 254251 2.91% 0.238%
30 8.556 563 566 567 rvv2 64099 108399 1.24% 0.102%

31 8.590 567 569 573 rvv2 97270 224009 2.57% 0.210%
32 8.705 576 579 581 rvv3 69751 121439 1.39% 0.114%
33 8.750 581 583 585 rvv2 154157 200705 2.30% 0.188%
34 8.785 585 586 588 rvv2 303334 368826 4.23% 0.346%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 8.899 591 596 597 rvv4 107716 290001 3.32% 0.272%

36 8.922 597 598 599 rvv 146466 127800 1.46% 0.120%
37 8.968 599 602 604 rvv 544256 650130 7.45% 0.610%
38 9.036 604 608 610 rVvB3 92923 218531 2.50% 0.205%
39 9.253 624 627 629 rVB 7499800 8726225 100.00% 8.181%
40 9.322 629 633 634 rBv2 98940 236634 2.71% 0.222%

41 9.356 634 636 639 rvB4 85385 141970 1.63% 0.133%
42 9.425 639 642 643 rBvV3 57758 111659 1.28% 0.105%
43 9.562 651 654 655 rBv2 80680 137131 1.57% 0.129%
44 9.596 655 657 661 rvvV 1154938 1915262 21.95% 1.796%
45 9.699 664 666 667 rvv 186998 292913 3.36% 0.275%

46 9.745 667 670 672 rvv2 964304 1719603 19.71% 1.612%
47 9.779 672 673 676 rVB3 111452 189948 2.18% 0.178%
48 9.928 684 686 688 rvv 1913251 2268898 26.00% 2.127%
49 9.962 688 689 691 rvVB 365205 282626 3.24% 0.265%
50 10.088 698 700 703 rBv2 101943 155402 1.78% 0.146%

51 10.225 708 712 715 rBVe 240917 548139 6.28% 0.514%
52 10.362 720 724 726 rVB3 147701 288729 3.31% 0.271%
53 10.454 726 732 734 rBV 275898 509571 5.84% 0.478%
54 10.488 734 735 737 rVB 122916 100536 1.15% 0.094%
55 10.591 742 744 745 rBV 158089 151979 1.74% 0.142%

56 10.728 751 756 758 rBV2 4483495 6112182 70.04% 5.730%
57 10.785 758 761 763 rvV 518613 511555 5.86% 0.480%
58 10.831 763 765 766 rvVv 114243 160765 1.84% 0.151%
59 10.854 766 767 769 rvV 732064 729981 8.37% 0.684%
60 10.911 769 772 773 rVV 1362260 1447537 16.59% 1.357%

61 10.945 773 775 776 rVV 1686085 1985926 22.76% 1.862%
62 10.979 776 778 781 rVvVv2 1467077 2601602 29.81% 2.439%
63 11.059 781 785 786 rvv2 663314 1656031 18.98% 1.553%
64 11.082 786 787 789 rvv2 1410526 1779579 20.39% 1.668%
65 11.128 789 791 793 rVV 1328374 1854788 21.26% 1.739%

66 11.162 793 794 796 rVB 867269 833271 9.55% 0.781%
67 11.276 802 804 805 rBv2 119737 217640 2.49% 0.204%
68 11.311 805 807 809 rvB 180840 211923 2.43% 0.199%
69 11.414 814 816 818 rVvVv 2237926 2086532 23.91% 1.956%
70 11.494 818 823 825 rVvB3 125295 155245 1.78% 0.146%

71 11.631 833 835 838 rBvV 421661 433229 4._.96% 0.406%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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

72 11.688 838 840 842 rvv2 89700 132811 1.52% 0.125%
73 11.779 846 848 852 rVB5 77919 156524 1.79% 0.147%
74  11.962 862 864 868 rBv4 64161 139816 1.60% 0.131%
75 12.088 873 875 880 rvv3 63515 94949 1.09% 0.089%

76 12.785 934 936 939 rBV 286656 290403 3.33% 0.272%
77 12.899 944 946 948 rvV 373507 484813 5.56% 0.455%
78 13.002 952 955 958 rBV 5798208 6582566 75.43% 6.171%
79 13.791 1022 1024 1026 rBV 123410 127333 1.46% 0.119%
80 13.905 1032 1034 1038 rBV 124425 143267 1.64% 0.134%

81 14.054 1044 1047 1049 rBV 1538909 1480380 16.96% 1.388%
82 15.494 1170 1173 1176 rBV 1058399 1350990 15.48% 1.267%

Sum of corrected areas: 106661641
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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\BF010416\

BF084260.D

5 Jan 2016 2:45

UM/SsJ

G4990-03

27 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 2-Hexanol Concentration Rank 18

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

3.76 6.01 ng 590414 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol 102 C6H140 000626-93-7 83
2 2-Hexanol. (R)- 102 C6H140 026549-24-6 78
3 2-Hexanol. (S)- 102 C6H140 052019-78-0 64
4 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 56
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 47

Abundance Scan 146 (3.756 min): BF084260.D (-143) (-) m/z 45.10 100.00%
45
5000
3] 69 340 3.60 380 400
57 87 . . . .
...,....,....,....',|:!..?1...-'.,‘??..|,....,...'.,....19.1..., m/z 43.10 22.44%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4314: 2-Hexanol
45
5000
3.40 3.60 3.80 4.00
27 69 m/z 41.10 16.93%
B L B % e |8 e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45
3.40 3.60 3.80 4.00
5000 m/z 69.10 15.07%
15 29 39 55 69 87 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #4325: 2-Hexanol, (S)- LA LN L L L L L L
45 3.40 3.60 3.80 4.00
m/z 39.10 7.28%
5000
15 239 s e Y 87 101
m/z--> 10 ' ' 40 50 ' 70 80 90 100 ' 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.08 10.45 ng 1026410 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 262 (5.082 min): BF084260.D (-260) (-) m/z 43.10 100.00%

43

59
5000
1o 480 500 520 540
eSSl B oes | 7 59.10 55,750

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 LIS I L L L L L LB BB L
480 5.00 520 5.40
59 m/z 101.10 17.65%
101
2134 51“ 67 8 g1
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
A e R
480 5.00 520 5.40
5000 m/z 58.10 14.61%
27 41
0 88 101
15 51 91 112 129
mmﬁmﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 520 5.40
m/z 41.10 10.39%
5000 41
68
=N 126 149
R R E R a B o B A RAR RARRARAESREY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 4 unknown6.66 Concentration Rank 2

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

6.66 67.49 ng 6631290 1,4-Dichlorobenzene-d4 6.89
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 16
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 400 (6.659 min): BF084260.D (-398) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 % 04 " 6.40 660 6.80 7.00
..,....,....,...!,“.'.‘.‘? o Shdl e 87w 8L m/z 68.10 48.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I IR UL
6.40 6.60 6.80 7.00
78 m/z 133.95 34.24%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 31.53%

15 28 39 52 6 77 o0 104 o

wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e e R i)
132 6.40 6.60 6.80 7.00

m/z 69.05 20.89%

5000

33 44 g7 105

‘ 51 60 70 7? 86 ‘ s

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF123115.M Tue Jan 05 18:31:04 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 6 Dipropylene glycol Concentration Rank 1

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

7.81 67.88 ng 8599760 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol 134 C6H1403 025265-71-8 80
2 2.5.8.11.14-Pentaoxapentadecane 222 C10H2205 000143-24-8 78
3 2-Propanol., 1.1"-T(1-methvl-1.2-._._. 192 C9H2004 001638-16-0 78
4 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 78
5 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 78

Abundance Scan 501 (7.813 min): BF084260.D (-497) (-) m/z 59.05 100.00%
50
5000
43 103 S N | W —
7.40 7.60 7.80 8.00 8.20
| .-,Ll.l. 2 85 ) 7 182 188 m/z 103.05  23.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14579: Dipropylene glycol
59
45
5000 SR R UL UL I
7.40 7.60 7.80 8.00 8.20
gg 103 m/z 43.05 21.29%

H\ |, 72 ‘ ‘ 115 134
T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59

740 7.60 7.80 8.00 8.20

5000 m/z 41.10 16.38%
31 45 103
15 73 8 115 133 147 177
e L i B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50889: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy... T R T
59 740 760 780 800 820

m/z 45.05 15.08%

5000
31 45 103 7
18 | [ ) 7 g | 30 161

m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7. 80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 1-Propanol, 2-(2-hydroxypro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

7.84 43.97ng 5571230  Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Propanol. 2-(2-hvdroxvpropoxvy)- 134 C6H1403 000106-62-7 78

2 1-Propanol. 3.3"-oxvbis- 134 C6H1403 002396-61-4 64
3 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
4 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 64
5 2-Butanol, 3-methoxy- 104 C5H1202 053778-72-6 59
Abundance Scan 503 (7.836 min): BF084260.D (-502) (-) m/z 59.10 100.00%
59
5000 m
45 103 S |
87 7.60 7.80 8.00 8.20
o..,....,....,..3..7,|!...,...-!;....,7.2...,.....??.,.|...,...1.1?...1,?%...1.‘.‘?..1.“.3?...., m/z 45.10 28.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14600: 1-Propanol, 2-(2-hydroxypropoxy)-
50
5000 760 '%'sb"Aé 00 820
31 45 207,00 890 8
103 m/z 43.10 27.58%
15 “ ‘ ‘ 75 89
miz> 10 20 30 40 55 60 75 80 60 100 110 130 130 140 150 180
Abundance
31 59
45 760 7.80 8.00 8.20
5000 m/z 103.10 21.48%
103
75 87
R LR LR RN RAARS AR RN RRLS AR NARAN LR AR LARAS LA LA SN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14583: 1-Propanol, 2,2'-oxybis- T
50 7.60 7.80 8.00 8.20
m/z 41.10 20.89%
5000
31 45 103
15 “ \u‘ L 75 8
m/z--> 10 20 3'0 4'0 50 6|0 70 80 90 100 110 120 130 140 150 160 760 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 unknown7.93 Concentration Rank 6

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

7.93 20.16 ng 2554460 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanedioic acid. dimethvl ester 132 C5H804 000108-59-8 45
2 Butanoic acid. 3-chloro-. methvl... 136 C5H9CIO2 000817-76-5 42
3 Butanoic acid. 4-(2-methoxv-1-me... 204 C9H1605 054966-46-0 42
4 2-Propanol. 1.1°-T(1-methvl-1.2-_... 192 C9H2004 001638-16-0 35
5 Hydrazine, 1,l1-dimethyl-2-propyl- 102 C5H14N2 052728-54-8 35

Abundance Scan 511 (7.928 min): BF084260.D (-508) (-) m/z 59.10 100.00%
4 59 101
5000
73 'w"'w"Aw"'w"'w
I 51, | 87 14 1. 174 7.60 7.80 8.00 8.20
N L m/z 101.10 90.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #13775: Propanedioic acid, dimethyl ester
5o 101
5000 74 "|""4¢"' RN AR
7.60 7.80 8.00 8.20
09 42 m/z 43.10 90.90%
'P'”h”'WjL'P'JI”'“'“'P'”%{'ﬁl”'P'”l”'i?%'P'“I”'W'”'P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
101
e 760 7.80 8.00 8.20
5000 m/z 57.10 77.36%
41 77
49 69 135
mﬂwﬁwmﬁwmwﬁmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #59191: Butanoic acid, 4-(2-methoxy-1-methyl-2-oxoethoxy)-...
509 101 7.60 7.80 8.00 8.20

m/z 41.10 36.92%

5000
87
H‘ 6? 0 w7 145 173

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 7.60 7.80 8. OO 8.20

8270-BF123115.M Tue Jan 05 18:31:07 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 3-(1,3-Dihydroxyisopropyl)-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

897 s5.13ng 650130  Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-(1.3-Dihvdroxvisopropvl)-1.5.8... 264 C12H2406 109773-63-9 78
utvric acid. 4-methoxy-. trimet... 190 C8H1803Si 021273-18-7 59
.3.3-Trimethoxvbutane 148 C7H1603 006607-66-5 56
-Propanol. 1.1"-oxvbis- 134 C6H1403 000110-98-5 56
ethanethioamide, N,N-dimethyl- 89 C3H7NS 000758-16-7 53

abrwNPE
=ESNNPFPTDW

Abundance Scan 602 (8.968 min): BF084260.D (-599) (-) m/z 45.10 100.00%

89
59
5000 73
117

860 8.80 9.00 9.20 9.40
131145
3 159174 207 m/z 89.05  75.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96462: 3-(1,3-Dihydroxyisopropyl)-1,5,8,11-tetraoxacyclot...
89
54 151
5000

8.60 8.80 9.00 9.20 9.40
m/z 43.10 70.64%

1771091 216 246 264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
89

8.60 8.80 9.00 9.20 9.40

5000 3 m/z 59.10 59.72%
® 117
132
102 145 17544,
SNBSS MBS 0111 IR oS0 NS S VAN N .15
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22075: 1,3,3-Trimethoxybutane R R e R
45 8.60 8.80 9.00 9.20 9.40
89 m/z 73.05 47 .05%
5000
117
20
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.60 8.80 9.00 9.20 9.40

8270-BF123115.M Tue Jan 05 18:31:08 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 10 unknown9.60 Concentration Rank 10

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

9.60 16.88 ng 1915260 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6-Dioxa-2.7-disilaoctane. 2.2.... 262 C12H3002Si2 006730-96-7 32
2 1.2.4-Triazolidin-3-one. 4-methv... 131 C3H5N30S 022244-61-7 32
3 Propane. 1.1.l1-triethoxv- 176 C9H2003 000115-80-0 23
4 1-Butvl(dimethvD)silvloxv-2-meth... 188 C10H240Si 1000282-45-2 9
5 1H-Indole, 5-methyl- 131 C9HON 000614-96-0 9

Abundance Scan 657 (9.596 min): BF084260.D (-655) (-)

131

5000 a1 2

97 187
73 85 113 153 169 | 207

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

231 247

74

o9 45 60
86 102

Abundance #95337: 3,6-Dioxa-2,7-disilaoctane, 2,2,4,4,5,5,7,7-octame...
73 131
5000
45 147
29 0 6l 91103115 | 159 173 189
L R i i B L B e e RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
131
5000

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

Abundance #40367: Propane, 1,1,1-triethoxy-
131
29
103
5000
63 147
‘ 45 91 119
N
1y

m/z 130.90 100.00%

-

9.20 9.40 9.60 9.80 10.00

m/z 57.10 47 .86%

%

920 9.40 960 980 1000

m/z 41.10 40.93%

&

9.20 9.40 9.60 9.80 10.00

m/z 129.90 37.70%

%

9.20 9.40 9.60 9.80 10.00

m/z 187 .00 20.42%

s——

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

920 9.40 960 980 1000

8270-BF123115.M Tue Jan 05 18:31:08 2016

Page: 12



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
" 9.74 15.16 ng 1719600  Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
""" 5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002  000719-22-2 97

1 2.

2 2-Butanone. 3-(4-tert-butvlpheno... 220 C14H2002 160875-28-5 50

3 5-Acetvl-4.6.6-trimethvlcvclohex... 178 C11H1402 1000185-73-1 47

4 1.3.5.7-Tetramethvl-adamantane 192 C14H24 001687-36-1 38

5 1,3,5,6-Tetramethyladamantane 192 C14H24 034694-70-7 30
Abundance Scan 670 (9.745 min): BF084260.D (-667) (-) m/z 41.10 100.00%

177
67
5000
205220 LSRR S S AR

192

9.40 9.60 9.80 10.00
m/z 177.10 88.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69381: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 220
41
5000 IIIII|IIIIIIII|IIII
67 135 149 464 205 9.40 9.60 9.80 10.00
0
29 ‘ 53 107 121 192 m/z 43.10 61.04%
|.‘.‘..‘|..‘EHI|.“.‘ W H \‘\H ‘l‘”...“l“lﬁ“.‘..‘ l‘...‘ .‘.‘..lu‘...luuu
m/z--> 20 40 60 120 140 160 180 200 220
Abundance
177
R REa o EEAEam
9.40 9.60 9.80 10.00
5000 43 57 m/z 67.10 60.15%
135
47 9t 107 220
121 205
149 161 191
T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
T T T T T

Abundance #41107: 5-Acetyl-4,6,6-trimethylcyclohexa-2,4-dienone T

43 136 9.40 9.60 9.80 10.00

m/z 57.10 49 _.42%
5000 91
107 121 163
- 65 79 ‘ ‘ 178
,.‘.‘..‘i‘ 94“‘. ‘ ‘,149,‘,,, R T T T

m/z--> 20 40 O 140 160 180 200 220 9. 40 9.60 9.80 10.00

8270-BF123115.M Tue Jan 05 18:31:09 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 unknownl10.85 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.85 7.00 ng 729981 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Sec-butvlphenvl acetate 192 C12H1602 003245-24-7 43
2 3-Oxabicvclol3.3.1Tnon-6-ene. 6.... 208 C14H240 1000277-07-8 39
3 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 38
4 Ethanone. 1-(4-propoxvphenvI)- 178 C11H1402 005736-86-7 38
5 2-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000122-84-9 38
Abundance Scan 767 (10.854 min): BF084260.D (-766) (-) m/z 121.10 100.00%
121
5000
163
1 77 10 10.60 10.80 11.00 11.20
0 Y P W 4 Y PR L |...1.59.1.?7...2]29... s | m/z 107.10  48.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50303: p-Sec-butylphenyl acetate
121
5000
0 10.60 10.80 11.00 11.20
n m/z 163.10 24.59%
15 a0 77 103 | 10
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121
10.60 10.80 11.00 11.20
5000 m/z 41.10 10.46%
4 93
" 208
- 187 177
WWTTWWWWWWW
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 maR TS S
121 10.60 10.80 11.00 11.20
m/z 122.10 9.13%
5000
163
14 43 65 93 210 242 284 3%
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20

8270-BF123115.M Tue Jan 05 18:31:10 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.91 13.88 ng 1447540 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 83
2 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 74
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 72
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 56
Abundance Scan 772 (10.911 min): BF084260.D (-769) (-) m/z 135.10 100.00%
135
5000
Mg 911T7 165 166204220 530 10.60 10.80 11.00 11.20
Obrrrprr e rtprerb b e e e TR A e ey m/z 107.10 15.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
a1 57 107 m/z 136.10 10.28%
8 91 | 1e3 206
m/z--> 20 Jo 60 85 100 120 150 160 180 200 220 240 260 280 300 320
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 121.10 6.10%
107
41 57 74 91 161 188206 231247 281 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #88413: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135 10.60 10.80 11.00 11.20
m/z 41.10 5.32%
5000
41 107
1 57 74 91 | | 1‘1 177193 219 250
m/z--> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20

8270-BF123115.M Tue Jan 05 18:31:11 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 Phenol, m-tert-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.95 19.04 ng 1985930 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 52
2 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 50
3 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 47
4 Hexestrol 270 C18H2202 005635-50-7 47
5 1,5,6,7-Tetrahydro-4-indolone 135 C8HONO 013754-86-4 46
Abundance Scan 775 (10.945 min): BF084260.D (-773) (-) m/z 135.10 100.00%
135
107
5000
M 191
° 77 161 220 10.60 10.80 11.00 11.20
T N T 0 L m/z 107.10  66.74%
m/z--> 50 100 150 200 250 300 350
Abundance #22636: Phenol, m-tert-butyl-
135
5000
107 10.60 10.80 11.00 11.20
M m/z 149.10 63.25%
77
B P%'“JM""hf' UL UL UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance
135
10.60 10,80 11.00 1120
5000 m/z 121.10 42 .43%
177
107
14 43 77 153 211 241 283 354
m/z--> 50 100 150 200 250 300 350
Abundance #100777: Phenol, 4,4-(1,2-diethyl-1,2-ethanediyl)bis-, (R...
135 10.60 10.80 11.00 11.20
107 m/z 191.15 18.45%
5000
77
55 . )., I 165 193212 240 270
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF123115.M Tue Jan 05 18:31:11 2016

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.98 24.94 ng 2601600 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 59
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 53
3 Hexestrol 270 C18H2202 005635-50-7 53
5-(4.5.6.7-Tetrahvdrobenzofuran-... 222 C13H1803 1000210-90-7 47
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 47
Abundance Scan 778 (10.979 min): BF084260.D (-776) (-) m/z 135.10 100.00%
135
5000 1072 | 149
41
57 77 91 191 207950 10.60 10.80 11.00 11.20
Obrrr et bl b O ey || M/Z 121.10  47.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135
5000 107
10.60 10.80 11.00 11.20
164 m/z 107.10 40.78%
274155 TS | g1 149
mz-> 20 40 60 80 100 130 140 160 180 200 230 250 240
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 149.10 37.31%
a1 107
150

27 55 (7 91

wwmﬁwwwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #100743: Hexestrol
135 10.60 10.80 11.00 11.20

m/z 41.10 11.91%

5000 107

274 55 7791 | 121 | 151165181104 212 241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 60 10 80 11. 00 11. 20

8270-BF123115.M Tue Jan 05 18:31:12 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 unknownll.06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.06 15.87 ng 1656030 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dimethvl-5-nitroadamantane 209 C12H19NO0O2 006588-68-7 40
2 Ritodrine 287 C17H21NO3 026652-09-5 40
3 4-Butvlbenzvl alcohol 164 C11H160 060834-63-1 40
4 Phosphine. bis(1l.l1-dimethvlethvl... 220 C11H26P2 142132-73-8 38
5 Benzhydrazide, 2-hydroxy-N2-(1,3... 323 C17H13N304 1000265-07-6 38
Abundance Scan 785 (11.059 min): BF084260.D (-781) (-) m/z 121.10 100.00%
107121 163
5000
41 77 10.80 11.00 11.20 11.40
147
b o ol T4 | 182 208220 0 Tz 107.10 84.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62223: 1,2-Dimethyl-5-nitroadamantane
107 163
5000
10.80 11.00 11.20 11.40
4 91 m/z 163.10 80.46%
...,....‘,“..J‘.,.?.l.“,‘..‘:‘. N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
121
10.80 11.00 11.20 11.40
5000 77 164 m/z 164.10 8.98%
43 57 103 137 180 270 287
wmmmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31840: 4-Butyloenzyl alcohol B B e
121 10.80 11.00 11.20 11.40
m/z 41.10 8.31%
91 164
5000
m.57 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,80 11.00 11.20 11.40

8270-BF123115.M Tue Jan 05 18:31:13 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 unknownl1l1l.08 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.08 17.06 ng 1779580 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
2 5H-PYRROLO(3.2-D)PYRIMIDINE-2.4-... 149 C6H7N5 1000244-21-4 38
3 Phenol. 2-(1.1-dimethvlethyl)-5-._. 164 C11H160 000088-60-8 35
4 Phenol. 2-(1.1-dimethvlethvI)-3-... 164 C11H160 013037-79-1 35
5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 35
Abundance Scan 787 (11.082 min): BF084260.D (-786) (-) m/z 107.10 100.00%
167 149
121
5000
a1 55 7 ot 135 177
163 10.80 11.00 11.20 11.40
Ol e 88 Ll il A B Ml .|~, 495208220 ' sz 149.10 97.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69544: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty!)-
149
5000 RN SR UL IULLILE B
10.80 11.00 11.20 11.40
a1 121 m/z 121.10 56.08%
37 77 91 109 | 133 | 153 191 207220
m/z--> 20 45 60 80 160 120 150 160 180 200 220
Abundance
149
10.80 11.00 11.20 11.40
5000 m/z 177.10 20.97%
107
132
1728 423 6380 g1 | 121
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #31874: Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149 10.80 11.00 11.20 11.40
m/z 55.10 20.35%
5000 121
164
4 77 91 105
15 27 7 53 65 Y| 133
m/z--> 20 40 6|O 8|O 1(')0 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.16 7-.99 ng 833271 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 72
2 Benzene. I1l-(1-methvlethoxv)-3-b... 190 C13H180 098088-47-2 40
3 Phenol. 4-(1.1-dimethvlethvl)-2-._._. 164 C11H160 000098-27-1 40
4 Benzamide. o-(2-hvdroxv-2.2-diph... 331 C22H21NO2 002594-59-4 38
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 33

Abundance Scan 794 (11.162 min): BF084260.D (-793) (-) m/z 149.10 100.00%
149
107
5000
B 7 - 1063 1100 1120 1140
91 133 . ) . .
bt 88 Ll g 7l 164175 189 208 218 1 /7 107.05  63.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149
107
5000
10.80 11.00 11.20 11.40
39 50 m/z 55.10 21.59%
AV - T -
m/z--> 26 i b 85 100 120 140 160 180 200 220
Abundance
107
10.80 11.00 11.20 1140
5000 m/z 150.10 11.33%
& 149
43
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31878: Phenol, 4-(1,1-dimethylethyl)-2-methyl- T T T
149 10.80 11.00 11.20 11.40
m/z 43.10 8.86%
5000
121 164
15 27 41 53 65 77 91 109 | 133
m/z--> 20 4'0 60 8|0 1(')0 120 14'10 160 180 200 220 10,80 11.00 11.20 1140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010416\
Data File : BF084260.D

Aca On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample : G4990-03

Misc :

ALS Vial : 27 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.90 6.55 ng 484813 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 93
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 64
3 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 64
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 64
5 Stannane, chlorotriethyl- 242 C6H15CISn 000994-31-0 58
Abundance Scan 946 (12.899 min): BF084260.D (-944) (-) m/z 213.10 100.00%
213
5000
119 228
7 91 135 121165 12.60 12.80 13.00 13.20
ol 39 85, 77 705 | 1351:165181107 | | 246262 284 | pso1g 00 16.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75160: Phenol, 4,4'-(1-methylethylidene)bis-
2

%

5000

12:60 12.80 13.00 13.20
m/z 228.10 15.87%

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

213

-

12.60 12.80 13.00 13.20
5000 m/z 214.10 14 .75%

185 228

28 51 69 92 114128143157171 | 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83742: 2,2-Bis-(4-hyxroxyphenyl)-butane T R T PR
213 12.60 12.80 13.00 13.20

m/z 91.10 7.17%

5000

i

9
133 152 169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010416\
Data File : BF084260.D

Acq On : 5 Jan 2016 2:45

Operator : UM/SJ

Sample - G4990-03

Misc :

ALS Vial : 27 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]
2-Hexanol 3.76 6.0 ng 590414 1 6.89 1965070 20.0
2-Pentanone, 4-hy... 5.08 10.4 ng 1026410 1 6.89 1965070 20.0
unknown6 .66 6.66 67.5 ng 6631290 1 6.89 1965070 20.0
Dipropylene glycol 7.81 67.9 ng 8599760 2 8.18 2533910 20.0
1-Propanol, 2-(2-... 7.84 44_.0 ng 5571230 2 8.18 2533910 20.0
unknown7 .93 7.93 20.2 ng 2554460 2 8.18 2533910 20.0
3-(1,3-Dihydroxyi... 8.97 5.1 ng 650130 2 8.18 2533910 20.0
unknown9 .60 9.60 16.9 ng 1915260 3 9.93 2268900 20.0
2,5-Cyclohexadien. .. 9.74 15.2 ng 1719600 3 9.93 2268900 20.0
unknown10.85 10.85 7.0 ng 729981 4 11.41 2086530 20.0
Phenol, 4-(1,1,3,... 10.91 13.9 ng 1447540 4 11.41 2086530 20.0
Phenol, m-tert-bu... 10.95 19.0 ng 1985930 4 11.41 2086530 20.0
Phenol, 4-(1,1-di... 10.98 24 .9 ng 2601600 4 11.41 2086530 20.0
unknownll.06 11.06 15.9 ng 1656030 4 11.41 2086530 20.0
unknownl11.08 11.08 17.1 ng 1779580 4 11.41 2086530 20.0
2-Methyl-4-hydrox... 11.16 8.0 ng 833271 4 11.41 2086530 20.0
Phenol, 4,4"-(1-m... 12.90 6.5 ng 484813 5 14.05 1480380 20.0
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