LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 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-BF122116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.633 246 249 255 rBV 296057 541668 4.24% 0.576%
2 4.896 264 272 277 rBv4 50139 158923 1.24% 0.169%
3 5.113 288 291 299 rBVY 1767230 2067627 16.19% 2.200%
4 5.822 351 353 358 rVB 458895 606026 4.74% 0.645%
5 6.210 385 387 390 rVv2 973538 1710631 13.39% 1.820%
6 6.302 393 395 398 rVV 3436724 3747976 29.34% 3.989%
7 6.359 398 400 401 rVvVv 892051 1037678 8.12% 1.104%
8 6.393 401 403 405 rvVv 1387929 1714765 13.42% 1.825%
9 6.484 408 411 413 rBV 595519 679567 5.32% 0.723%
10 6.519 413 414 416 rVvV 1014339 1130568 8.85% 1.203%

11 6.576 416 419 420 rVvVv 316644 475113 3.72% 0.506%
12 6.599 420 421 425 rVvv2 275952 431112 3.37% 0.459%
13 6.679 425 428 433 rVB 3142041 3233171 25.31% 3.441%
14 7.067 460 462 463 rBvY 95510 136753 1.07% 0.146%
15 7.102 463 465 467 rVV 2314982 2430718 19.03% 2.587%

16 7.307 480 483 484 rVvv2 84751 182835 1.43% 0.195%
17 7.330 484 485 491 rVVv3 132217 314721 2.46% 0.335%
18 7.810 524 527 529 rBV 1162883 1102301 8.63% 1.173%
19 8.073 546 550 555 rBV2 5541525 12774301 100.00% 13.594%
20 8.176 555 559 560 rBvV 504494 581683 4 _55% 0.619%

21 8.416 578 580 583 rBvV 229939 269764 2.11% 0.287%
22 8.896 619 622 624 rVB 4063774 3977085 31.13% 4.232%
23 8.976 627 629 631 rBvV3 96146 161083 1.26% 0.171%
24 9.068 636 637 641 rvv2 119510 195331 1.53% 0.208%
25 9.296 655 657 661 rvB2 236819 319281 2.50% 0.340%

26 9.559 677 680 682 rBV 1475587 1329350 10.41% 1.415%
27 9.776 696 699 701 rvv 814461 1054148 8.25% 1.122%
28 9.822 701 703 706 rVB3 87418 162722 1.27% 0.173%
29 9.993 716 718 722 rBV 709851 882777 6.91% 0.939%
30 10.348 744 749 752 rBV3 2418141 3659452 28.65% 3.894%

31 10.496 759 762 764 rVV 1422463 1660312 13.00% 1.767%
32 10.553 764 767 768 rVvV 2665917 3798665 29.74% 4.042%
33 10.588 768 770 771 rVV 3418052 4253730 33.30% 4._.527%
34 10.611 771 772 776 rVV2 2672133 5709485 44.70% 6.076%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.679 776 778 780 rvV 1951272 2952602 23.11% 3.142%

36 10.725 780 782 784 rVV2 3214866 3859867 30.22% 4.108%
37 10.771 784 786 788 rVV 2453751 4532167 35.48% 4.823%
38 10.805 788 789 791 rVV 2154391 1656881 12.97% 1.763%
39 10.919 797 799 801 rvv2 285967 459961 3.60% 0.489%
40 10.954 801 802 803 rvv 196250 171824 1.35% 0.183%

41 11.034 807 809 812 rvVv 817325 1034608 8.10% 1.101%
42 11.262 827 829 832 rBv2 174986 212387 1.66% 0.226%
43 11.548 852 854 856 rvv 64110 131621 1.03% 0.140%
44 11.594 856 858 861 rvv2 736262 1109461 8.69% 1.181%
45 11.639 861 862 863 rvv 530589 565615 4._.43% 0.602%

46 11.674 863 865 868 rvv2 789445 1557823 12.19% 1.658%
47 11.719 868 869 871 rvv 730023 720659 5.64% 0.767%
48 11.776 871 874 877 rvv4 971989 2497117 19.55% 2.657%
49 11.822 877 878 879 rvVv 686287 560647 4_.39% 0.597%
50 11.845 879 880 882 rvv2 681410 836904 6.55% 0.891%

51 11.891 882 884 886 rvB 681358 695401 5.44% 0.740%
52 11.994 891 893 894 rBvV 170560 192101 1.50% 0.204%
53 12.302 914 920 922 rBVS5 234447 627121 4.91% 0.667%
54 12.382 925 927 933 rVB3 335827 477973 3.74% 0.509%
55 12.542 939 941 943 rvB2 213783 201409 1.58% 0.214%

56 12.622 946 948 951 rvv 3217105 3214668 25.17% 3.421%
57 12.737 956 958 960 rBv2 103389 194561 1.52% 0.207%
58 12.862 965 969 972 rBv3 200073 471739 3.69% 0.502%
59 12.908 972 973 976 rVB2 143096 191613 1.50% 0.204%
60 13.217 997 1000 1003 rBV2 498461 655093 5.13% 0.697%

61 13.537 1026 1028 1034 rVB 141720 168313 1.32% 0.179%
62 13.662 1037 1039 1042 rBV 691213 863725 6.76% 0.919%
63 15.022 1155 1158 1162 rVB 443314 663450 5.19% 0.706%

Sum of corrected areas: 93968633

8270-BF122116.M Mon Jan 23 18:35:42 2017 Page: 2



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\BF012017\

BF092398.D

21 Jan 2017 5:30

UM/SsJ

11266-04

32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF092398.D

1000000 15.02

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.30 Concentration Rank 7

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

6.30 66.30 ng 3747980 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 395 (6.302 min): BF092398.D (-393) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AN RSN RS N R
40.0 540 | 6.00 6.20 6.40 6.60
o.,....,....-l'!...,:!..,::.-.',..75?',0....,..!.,?1??:?....,....,'...,.. m/z 68.10 41.83%
m/z--> 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 AN RSN LS N R
6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 32.88%
IR | ‘ L 7bo 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 600 620 640 660
5000 m/z 66.00 26.04%
39.0 910
270 ~ 510 650 770 105.0
O R R B B R B A
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine Emmm & A Rama!
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.98%
97.0
5000 0.0
52.0
o Nl bl 1., 860 116.0
m/z--> 20 30 40 50 6|0 7'0 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Dipropylene glycol monometh... Concentration Rank 16

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

6.36 18.36 ng 1037680 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dipropvlene alvcol monomethvl ether 148 C7H1603 034590-94-8 72
2 2-Propanol. 1-(2-methoxv-1-methyvy... 148 C7H1603 020324-32-7 64
3 2-Propanol., 1.1"-T(1-methvl-1.2-._._. 192 C9H2004 001638-16-0 53
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 53
5 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 45

Abundance Scan 400 (6.359 min): BF092398.D (-398) (-) m/z 59.05 100.00%
5d.0
5000 45.1
73.0 103.1
6.00 6.20 6.40 6.60
87.0 129.1
0“P“W““V“ﬁm“r”H““P“W““V“W”“P“W““PHWH“V“W““l m/z 45.10 46.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22089: Dipropylene glycol monomethyl ether
59.0
5000
45.0 73.0 103.0 6.00 6.20 6.40 6.60
31.0 ' ' m/z 103.05 26 .45%
0 15.0 ‘ﬂ‘ ‘ A ‘ 89.0 M 117.0130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
6.00 6.0 640 6.60
0
5000 450 103.0 m/z 41.10 24 .92%
73.0
31.0
| 150 89.0 117.0130.0 149.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #50889: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0 6.00 6.20 6.40 6.60
m/z 73.05 24 .54%
5000
103.0
18.0 31\'0 3 | uro 161.0
0 "v"fv"“l“"”wi'|"”i"“Z?;gw"ggfg"lﬁ"l'“h 'E?E%p“l"“l"'w“l'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.39 Concentration Rank 13

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

6.39 30.33 ng 1714770 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol. 3-methvl- 144 C9H200 005340-36-3 38
2 1.3-Dioxolane. 2-propvl- 116 C6H1202 003390-13-4 35
3 1.3-Dioxolane. 2-(3-1odopropvl)- 242 C6H11102 058135-25-4 35
4 Butanoic acid. 2-hvdroxv-2-methv... 132 C6H1203 032793-34-3 35
5 3-Heptanol, 3,6-dimethyl- 144 C9H200 001573-28-0 25

Abundance Scan 403 (6.393 min): BF092398.D (-401) (-) m/z 73.10 100.00%
73.1
5000
43.1 971
||| | |' 1291 6.00 6.20 6.40 6.60 6.80
o....,....,....,.. b o e || M7z 55.10  32.85%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #20257: 3-Octanol, 3-methyl-
73.0
5000
43.0 115.0 6.00 6.20 6.40 6.60 6.80
’ m/z 59.10 23.05%
ol AL A e 050 | gwe00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 43.10 22 .57%
45.0
26.0 115.0
O L e T e
m/z--> ﬁo 45 65 50 160 150 1&0 1éo 180 200 250 250
Abundance #83899: 1,3-Dioxolane, 2-(3-iodopropyl)-
73.0 6.00 6.20 6.40 6.60 6.80
m/z 45.10 21.37%
5000
45.0
115.0
0 260 ||, L 920 155.0 197.0 241.0
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 180 200 22'0 24'10 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 1

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

8.07 231.78 ng 12774300 Naphthalene-d8 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 83
2 1-Propanol. 2-(2-hvdroxvpropoxv)- 134 C6H1403 000106-62-7 72
3 Methane. diethoxv- 104 C5H1202 000462-95-3 64
4 1-Propanol. 2.2"-oxvbis- 134 C6H1403 000108-61-2 64
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 64

Abundance Scan 550 (8.073 min): BF092398.D (-546) (-) m/z 59.05 100.00%
59.0
5000 M
T T e o
ol o0 | 7118111461 1721 C757103.05  26.52%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39173: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59.0
5000 41.0 R L R R UL
103.0 7.80 8.00 8.20 8.40
m/z 41.10 18.73%
o ﬂ¢‘H | 730 870 117.0  143.0 159.0 174.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
780 800 820 8.40
5000 m/z 57.10 16.69%
310 45.0 103.0
oL 150 75.0 89.0 117.0 134.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4643: Methane, diethoxy- RN I T
59.0 7.80 8.00 8.20 8.40
m/z 45.05 14.70%
5000 310 103.0
miz--> 20 4I 6|0 8IO 1(')0 120 140 160 180 780 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1H-Benzotriazole, 4-methyl- Concentration Rank 18

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

9.78 15.86 ng 1054150 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 95
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 76
4 1H-Indol-5-0l 133 C8H7NO 001953-54-4 62
5 1H-Indol-4-o0l 133 C8H7NO 002380-94-1 53

Abundance Scan 699 (9.776 min): BF092398.D (-696) (-) m/z 104.00 100.00%
104.0
133.0
5000 770
"i° 040 950 980 1000
0 36, e e e 1 1710 193.0 m/z 133.00 70.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14196: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000
510 77.0 9.40 9.60 9.80 10.00
m/z 77.00 35.90%
2r.0 \\ “ ‘ ‘\
0"'I”"I'”'I*'”I"'W‘"'P"'I”"I'”'I"”I
m/z--> 20 40 100 120 140 160 180
Abundance
104.0 133.0
9.40 9.60 9.80 10.00
5000 m/z 78.00 34.47%
78.0
51.0
27.0
G L L S S WL WL B UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14237: 2H-Indol-2-one, 1,3-dihydro-
104.0 133.0 9.40 9.60 9.80 10.00
m/z 105.00 26.71%
78.0
5000
51.0
0---.--~|-jﬂ-ﬂ*-ﬁw-h-| I R S S R BRSNS S UV
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Acetamide, N-(2,6-dimethylp... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.50 32.10 ng 1660310 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 50
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 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 43
5 2-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000122-84-9 43
Abundance Scan 762 (10.496 min): BF092398.D (-759) (-) m/z 121.05 100.00%
121.1
5000
163.1
41.1
65.0 91.0 10.20 10.40 10.60 10.80
Obrrrprrrbrstbim bt e b B90L 2202 m/Zz 107.00  49.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #31199: Acetamide, N-(2,6-dimethylphenyl)-
121.0
163.0
5000
10.20 10.40 10.60 10.80
43.0 m/z 163.10 29.18%
77.0
Y Y N S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0
10.20 10.40 10.60 10.80
5000 163.0 m/z 177.10 11.35%
43.0 770
0l15.0
wmﬂ?‘m‘rmwrﬁwwmmmm
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
121.0 10.20 10.40 10.60 10.80
m/z 41.10 10.22%
5000
163.0
14.0 39.0 650 90 | 2100 2420 2840 3260
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.55 73.43 ng 3798670 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Butane. 1.3-dibromo- 214 C4H8Br2 000107-80-2 64
3 Phenol. 2-methvl-5-(1l-methvlethvl)- 150 C10H140 000499-75-2 64
4 1-n-Hexvladamantane 220 C16H28 022458-75-9 64
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 56
Abundance Scan 767 (10.553 min): BF092398.D (-764) (-) m/z 135.10 100.00%
136.1
5000
107.0
411 770 10.20 10.40 10.60 10.80
Obrr e 20 710 | L3813 1011 2202 1 767 00 13.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000

10.20 10.40 10.60 10.80
m/z 136.10 10.22%

. 290 570 770 1070 | 1750  206.0
T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0 135.0
10.20 10.40 10.60 10.80
5000 m/z 41.10 5.25%
107.0 216.0
81.0
o) RSNSN]SR SUTRMN | RENVUMM|MERNNU || M—
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22729: Phenol, 2-methyl-5-(1-methylethy!)- L B B
135.0 10.20 10.40 10.60 10.80
m/z 121.05 4 _00%
5000
117.0
0 18.0 39\\0 n 650 Ly A |
L B L B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80

8270-BF122116.M Mon Jan 23 18:35:46 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.59 82.23 ng 4253730 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 53
2 Phenol. 4.47-(1.2-diethvl-1.2-et... 270 C18H2202 000084-16-2 50
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 50
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 50
5 Hexestrol 270 C18H2202 005635-50-7 50
Abundance Scan 770 (10.588 min): BF092398.D (-768) (-) m/z 135.10 100.00%
135.1
107.0
5000
4.1 770 1611 19|1'2 2202 10.20 10.40 10.60 10.80 11.00
Obrrrprrretireh e bbbl 0L Ly m/Zz 107.00  59.37%
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
10.20 10.40 10.60 10.80 11.00
o 164.0 m/z 149.10 53.69%
150 40 T
m/z--> 20 40 60 80 160 150 110 160 180 200 220 240 260
Abundance
135.0
1070 10.20 10.40 10.60 10.80 11.00
5000 ' m/z 121.10 36.89%
o 550 770 165.0 212.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22639: Phenol, p-tert-butyl-
135.0 10.20 10.40 10.60 10.80 11.00
m/z 191.15 15.64%
5000
410 107.0
L ‘ |
oL .‘... - .‘... ”\” S
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80 11.00

8270-BF122116.M Mon Jan 23 18:35:47 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tricyclo[3.3.1.1(3,7)]decan... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.61 110.37 ng 5709490 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol3.3.1.1(3.7)1decanone. ... 276 C10H13I10 056781-85-2 50
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 49
3 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 47
4 Acetamide. N-(2-methviphenvl)- 149 C9H11NO 000120-66-1 30
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 30
Abundance Scan 772 (10.611 min): BF092398.D (-771) (-) m/z 121.05 100.00%
124.1 1491
5000
55.1
77.0 191.2 10.20 10.40 10.60 10.80 11.00
o,....,...|.',.-...-,..'?19,1.'... e 2091 L2202 "m/z 149.10  99.22%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103635: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha...
1o 1490
5000 9.0
10.20 10.40 10.60 10.80 11.00
m/z 107.00 73 .53%
41.0 ‘
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149.0
107.0 10.20 10.40 10.60 10.80 11.00
5000 ' m/z 55.10 17.35%
52.0
27.0 9.0
Ob e pr e e e e T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22583: Acetamide, N-(3-methylphenyl)- A R Rma s S
107.0 10.20 10.40 10.60 10.80 11.00
m/z 41.10 15.31%
5000 149.0
43.0 77.0
0I""I""I""‘IIIII I"'I""I"‘II ISR S S B B LA A AL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10. 60 10 80 11. OO

8270-BF122116.M Mon Jan 23 18:35:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.72 74.62 ng 3859870 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Phenol. 4-(1.1-dimethvlethvy)-2-... 164 C11H160 000098-27-1 47
3 6-Methvlthienol2.3-blpvridine 149 C8H7NS 001759-30-4 43
4 Benzoll.31dioxole-5-carboxvlic a... 362 C16H14N206S 1000296-89-7 43
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 38

Abundance Scan 782 (10.725 min): BF092398.D (-780) (-) m/z 149.10 100.00%
149.1
107.0
5000
55.1 177.1
77.0 10.40 10.60 10.80 11.00
ol 380 b BB )L 20812202 1 o707 00 70.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.40 10.60 10.80 11.00
520 790 m/z 121.10 26 .79%
0"'ﬁ??jﬂ'ﬂ'l“"h'“'ljh'i"“l'ﬂ'w""""w"'l“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
10.40 10.60 10.80 11.00
5000 m/z 55.10 13.90%
121.0
o180 40 650 910 166.0
rrryrrrrrrrrryrrrryrrrrprrr T T T T T T T T T T T e T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22517: 6-Methylthieno[2,3- b]pyrldlne S B e ian—
149. 10.40 10.60 10.80 11.00
m/z 177.10 13.33%
5000
122.0
44. 0 77.0 104.0
m/z--> 20 Jo eb éo 160 150 140 160 180 200 220 10.40 10.60 10.80 11.00

8270-BF122116.M Mon Jan 23 18:35:48 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Acetamide, 2-(4-cyclohexylp... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 32.03 ng 1656880 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. 2-(4-cvclohexvIlphenox... 324 C20H24N202 1000263-95-6 50
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 50
3 Benzene., 1-(1.1-dimethvlethvl)-4._._. 164 C11H160 005396-38-3 50
4 Benzene. 1-butvl-4-methoxv- 164 C11H160 018272-84-9 40
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 40
Abundance Scan 789 (10.805 min): BF092398.D (-788) (-) m/z 149.10 100.00%
149.1
107.0
5000
55.1 10.40 10.60 10.80 11.00 11.20
Obrrrrreprbre 9 b 27L 2202 Cn7z 107.00 55820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129907: Acetamide, 2-(4-cyclohexylphenoxy)-N-(6-methyl-2-...
149.0
5000
108.0 10.40 10.60 10.80 11.00 11.20
m/z 135.10 14 _.47%
39.0 650 | ‘ | 176.0 234.0 266.0 296.0 324.0
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
149.0
107.0 10.40 10.60 10.80 11.00 11.20
5000 ' m/z 150.10 11.46%
52.0
270 79.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #31890: Benzene, 1-(1,1-dimethylethyl)-4-methoxy- e e AR
149.0 10.40 10.60 10.80 11.00 11.20
m/z 55.10 10.65%
5000
910 121.0
ol15.0 #0660, 1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10.60 10.80 11.00 11.20

8270-BF122116.M Mon Jan 23 18:35:48 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl11.59 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.59 21.45 ng 1109460 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Nitrophenvl)piperazine 207 C10H13N302 006269-89-2 49
2 (p-Butvlphenoxv)acetic acid 208 C12H1603 086167-21-7 38
3 Silane. diethoxvdimethoxv- 180 C6H1604Si 018143-78-7 37
4 Brallobarbital 286 C10H11BrN203 000561-86-4 22
5 Isoxaben 332 C18H24N204 082558-50-7 22
Abundance Scan 858 (11.594 min): BF092398.D (-856) (-) m/z 165.10 100.00%
165.1
’ 207.1
5000 1211
43.1
264.2 11.20 11.40 11.60 11.80 12.00
| SN ,”. Ll .".|.' AN .~.'|r]‘,4.5~.'[1., LML | 4 24200 gz 207.10 0 77.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60621: 1-(4-Nitrophenyl)piperazine
165.0
5000
11.20 11.40 11.60 11.80 12.00
6.0 119.0 207.0 m/z 121.05  49.56%
770
3 SNNRRNRIPAN VU MNP I - HN N NR—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
165.0
11:20 11.40 11.60 11.80 12.00
5000 m/z 107.00 39.81%
107.0 208.0
0170390 77.0 133.0
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #42927: Silane, diethoxydimethoxy- B B
165.0 11.20 11.40 11.60 11.80 12.00
135.0 m/z 221.15 29.99%
5000 1070
77.0 ‘
45.0 ‘ ‘
0...|....|.M...‘|‘...‘l|..‘.‘.lu‘ﬁ..‘l‘...l‘ln‘.. .“...”.... B RRRREREREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00

8270-BF122116.M Mon Jan 23 18:35:49 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.67 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.67 30.11 ng 1557820 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acetvl-5-methvIl-3-(5-nitro-2-f... 235 C10H9N304 016239-91-1 46
2 OQuinolin-2(1H)-one. 3-butvl-6-fl... 235 C13H14FNO2 279691-75-7 43
3 DESOXY-MINOXIDYL 193 C9H15N5 1000246-13-2 41
4 2.4.6-Trimethoxvbenzonitrile 193 C10H11NO3 002571-54-2 38
5 2-Phenylindolizine 193 C14H1i1N 025379-20-8 35
Abundance Scan 865 (11.674 min): BF092398.D (-863) (-) m/z 193.10 100.00%
198.1
5000 107.0
s 165.1 235.2
=770 133.1 264.2 11.40 11.60 11.80 12.00
Obrrrrrrreftee bt el e L2152 4 2602 m/z 107.00 45.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78961: 1-Acetyl-5-methyl-3-(5-nitro-2-furyl)pyrazole
193.0
5000 R B UL SULRILS IR
235.0 nmnmnmnmo
43.0 119.0 163.0 m/z 235.15 30.47%
ol15.0 | 63.0 89.0 | ‘ \
m/z--> 25 Jo éo éo 160 150 150 160 180 200 220 250 2éo
Abundance
193.0
11.40 11.60 11.80 12.00
5000 m/z 165.10 23.67%
550 138.0 23>0
110.0 .
o 33.0 83.0 164.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51363: DESOXY-MINOXIDYL
110.0 1640 1980 11.40 11.60 11.80 12.00
: m/z 121.00 18.50%
5000 84.0 138.0
43.0 ‘ ‘
0 ...|....N...‘llu‘.‘..l“‘.‘... .l“.. \H ; ‘.‘.‘l.lu‘...‘ — e St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. oo

8270-BF122116.M Mon Jan 23 18:35:49 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl1l1.72 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.72 13.93 ng 720659 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methanimidamide. N.N-dimethvIl-N"_... 193 C9H11N302 001205-59-0 43
2 1-Anthracenamine 193 C14H11N 000610-49-1 35
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 3.4-Dihvdro-6-nitrocoumarin 193 C9H7NO4 020920-99-4 35
5 Silane, trimethyl(1-methyl-1-phe... 208 C12H200Si 014629-57-3 30
Abundance Scan 869 (11.719 min): BF092398.D (-868) (-) m/z 193.10 100.00%
198.1
165.1
107.0
5000
5‘71 77.0 135.1 1 2 632 11.40 11.60 11.80 12.00
Ot b bl UL b L A14L L TR Th/z 165.10  73.05%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51351: Methanimidamide, N,N-dimethyl-N'-(4-nitrophenyl)-
193.0
5000
44.0 11.40 11.60 11.80 12.00
151.0 m/z 179.10 65.04%
76.0 1030 41310 1
0 ||‘|||‘|‘|‘||‘I|||‘l‘||||||‘|‘||||||:1-|||‘|“ll .‘...‘ - ‘. S RRRERRE=anas IR
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193.0
11.40 11.60 11.80 12.00
5000 165.0 m/z 107.00 57.97%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #51229: 2-Anthracenamine R B L ma st e T
198.0 11.40 11.60 11.80 12.00
m/z 121.10 29.30%
5000 165.0
97.0
o 500 700, 1890 )
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 200 220 240 2('30 25';0 11'40 11. 60 11. 80 12. oo '

8270-BF122116.M Mon Jan 23 18:35:50 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 unknownl11.78 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.78 48_.27 ng 2497120 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Amino-4-hvdroxv-6.8-dimethvl-7... 207 C8H9N502 025477-64-9 43
2 1H-Indole. 1-methvl-2-phenvl- 207 C15H13N 003558-24-5 37
3 Acetamide. N-T4-(trimethvisilvl)... 207 C11H17NOSi 017983-71-0 35
4 1.3-Benzenedicarboxvlic acid. 5-... 222 C12H1404 002359-09-3 32
5 2-[3-(4-tert-Butyl-phenoxy)-2-hy... 370 C21H26N202S 1000294-86-1 25
Abundance Scan 874 (11.776 min): BF092398.D (-871) (-) m/z 207.15 100.00%
207.2
5000 107.0 165.1
41.1 77.0 135.1 11.40 11.60 11.80 12.00
O bttt et b BB L2402 1 Tn/z 107.00  42.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61030: 2-Amino-4-hydroxy-6,8-dimethyl-7(8H)-pteridinone
207.0
5000 R U SRR SR B
137.0 1620 nmnmnmnm
: m/z 165.10 37.13%
56.0 820 109.0
0 |”|2|8”O||H”|\l |‘=‘|||‘||||Ill‘lll|||‘|‘||||||‘l|||‘ — .l.. I aREs e RA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
207.0
11.40 11.60 11.80 12.00
5000 m/z 121.00 36.99%

270 510 77.0 1030 1300 1650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60801: Acetamide, N-[4-(trimethylsilyl)phenyl]- B LR

207.0 11.40 11.60 11.80 12.00

m/z 151.10 27 .67%
5000
150.0
4?0 730 106.0
O T T T T T T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-(4-Formyl-phenoxy)-acetamide Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.85 16.18 ng 836904 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4-Formvl-phenoxv)-acetamide 179 C9HONO3 135857-20-4 78
2 Benzothiazole-6-carboxvlic acid 179 C8H5NO02S 003622-35-3 9
3 6H-Purin-6-one. 2-(dimethvlamino... 179 C7H9N50 001445-15-4 9
4 Benzoic acid. 4-nitroso-. ethvl ... 179 C9H9NO3 007476-79-1 9
5 Undecan, 1,11-bis(9,10-dihydroan... 512 C39H44 147398-44-5 9

Abundance Scan 880 (11.845 min): BF092398.D (-879) (-) m/z 179.10 100.00%
179.1
5000 135.1
107.0
41.1 770 11.60 11.80 12.00 12.20
Obrrrrrrfirerr e e i88L | 2111 23912642 | 757135 10 39.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42143: 2-(4-Formyl-phenoxy)-acetamide
179.0
5000 LI UL UL UL U
135.0 11,60 11.80 12.00 12.20
440 77.0 105.0 m/z 107.00 12.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
179.0
11,60 11.80 12.00 12.20
5000 m/z 180.10 12.42%
134.0
63.0
o 18.0 390 g0 070
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42058: 6H-Purin-6-one, 2-(dimethylamino)-1,7-dihydro-
179.0 11.60 11.80 12.00 12.20
m/z 41.10 6.50%
5000 135.0
44.0
110 108.0 ‘
0 SRRSO NP W A B AN —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092398.D

Aca On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.22 15.17 ng 655093 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 50
3 2.5-Hexanediol 118 C6H1402 002935-44-6 38
4 Oxetane. 2.3.4-trimethvl- 100 C6H120 053778-61-3 35
5 Formic acid, l-methylpropyl ester 102 C5H1002 000589-40-2 22
Abundance Scan 1000 (13.217 min): BF092398.D (-997) (-) m/z 57.10 100.00%
57.1
5000
J 125.0 h A
1550 199.1 1560 1320 1340 1560
299.2
o...~.,..-.ul.'{.'.'.'.-,il.:..I,..l..255.1... e m/z 45.05 76.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155890: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
125.0 Nwﬂ$m\
5000 L UL SN SO S
199.0 13.00 13.20 13.40 13.60
299.0 m/z 56.05 63.70%

15r.0
255.0
0 .2.7‘}.0‘.‘“, A O‘ TRR R “‘ T .35,5.0. .3.990
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0

13 00 13.20 13.40 13.60

5000 m/z 85.10 48.31%
99.0
26.0
0 129.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #8540: 2,5-Hexanediol T B
45.0 13. 00 13 20 13. 40 13. 60
m/z 125.00 33.78%
85.0
5000
m/z--> 50 100 150 200 250 300 350 400 13. 00 13 20 13. 40 13. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092398.D

Acq On : 21 Jan 2017 5:30

Operator : UM/SJ

Sample : 11266-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
unknown6 .30 6.30 66.3 ng 3747980 1 6.52 1130570 20.0
Dipropylene glyco... 6.36 18.4 ng 1037680 1 6.52 1130570 20.0
unknown6 .39 6.39 30.3 ng 1714770 1 6.52 1130570 20.0
2-Propanol, 1-[1-... 8.07 231.8 ng 12774300 2 7.81 1102300 20.0
1H-Benzotriazole, . .. 9.78 15.9 ng 1054150 3 9.56 1329350 20.0
Acetamide, N-(2,6... 10.50 32.1 ng 1660310 4 11.03 1034610 20.0
Phenol, 4-(1,1,3,... 10.55 73.4 ng 3798670 4 11.03 1034610 20.0
Phenol, 4-(1,1-di... 10.59 82.2 ng 4253730 4 11.03 1034610 20.0
Tricyclo[3.3.1.1(... 10.61 110.4 ng 5709490 4 11.03 1034610 20.0
2-Methyl-4-hydrox... 10.72 74.6 ng 3859870 4 11.03 1034610 20.0
Acetamide, 2-(4-c... 10.80 32.0 ng 1656880 4 11.03 1034610 20.0
unknownl1l.59 11.59 21.4 ng 1109460 4 11.03 1034610 20.0
unknownll.67 11.67 30.1 ng 1557820 4 11.03 1034610 20.0
unknownll.72 11.72 13.9 ng 720659 4 11.03 1034610 20.0
unknownl1l1.78 11.78 48.3 ng 2497120 4 11.03 1034610 20.0
2-(4-Formyl-pheno... 11.85 16.2 ng 836904 4 11.03 1034610 20.0
Ethanol, 2-butoxy... 13.22 15.2 ng 655093 5 13.66 863725 20.0
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